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Supplementary Figure Legends

Figure S1. Selected NSG regions after removal of known anti-malarial chemotypes.
Three prominent local SAR regions that are highlighted in the NSG in Figure 3 of the

manuscript are shown in detail.

Figure S2. Corresponding SPTs. For each of the local NSG regions displayed in Figure
S1, the corresponding SPT is shown. Numbers correspond to Figure S1. Selected

compounds are shown and informative SAR patterns are highlighted.

Figure S3. Complete SPT. The complete SPT for region 3 in Figure S2 is shown.

Figure S4. Cluster and potency distribution. Each cluster obtained by k-means
clustering (k=60) of the reduced GSK data set is represented by a boxplot that reports the
distribution of potency values of the members. On the left axis, the cluster size, i.e. the
number of compounds a cluster contains, is reported. The clusters are ordered by
decreasing median potency from the top to the bottom, as indicated by the axis on the
right (cluster rank). Potency values are reported on the horizontal axis as pXC50 values.

Selected clusters mapped in Figure S5 are colored accordingly.

Figure S5. NSG analysis and independent compound clustering. The NSG
corresponding to Figure 3 of the manuscript is displayed without potency-based coloring.
Eight compound clusters obtained from standard k-means clustering (k=60) are
highlighted. Four clusters with highest median potency were selected together with four

others that each contained one of the four most potent remaining compounds.
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Figure S1
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Figure S1 — continued
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Figure S1 — continued
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Figure S2
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Figure S2 — continued
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Figure S5
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Supplementary Table S1. Compound IDs, SMILES strings, and potency values for

cluster 1 (a) and 2 (b) from Figure 2a and cluster 1 (c), 2 (d) and 3 (e) from Figure 3a.

(@)

COMPOUND_ID
286520
541129
528514
541638
525503

42380
287128
538940
525201
542588
537098
540873
530471
532155
527111
532618
529735
528778
527483
535016
534667
540658
541074
540581
532347
528575
528642
537662
528259
539385
533235
542589
528011
539206
530771
529884
539074
528010
529425
526774
538111
537331
525834
286974
528332
535950
536161
532174
524537
541795
286288

CANONICAL_SMILES
clcc2c(c3cl[nH]ce3)c(nc(n2)N)N
CC(C)C(=0)n1c2ccc3c(c2enl)c(nc(n3)N)N
COCnlccc2cleec3c2e(nc(n3)N)N
CCCCCNCclc(nc2c(nc(nc2nl)N)N)c3cceeec3
clcee(ccl)COc2ccc(cc2)Cn3cccdc3cec5edc(nc(n5)N)N
clcc2c(c3c1CCC3)c(nc(n2)N)N
Cnlccc2clcec3c2e(nc(n3)N)N
clcc2c(ccn2CCCC3CCCNC3)c4clne(ncaN)N
Cnlc2ccc3c(c2cclcdceccccd)c(nc(n3)N)N
CC(C)(C)cleccc(ccl)c2e(nc(nn2)N)N
CC(C)(C)clecc(ccl)Ce2cecec3c2e(nc(n3)N)N
clcce(ccl)Ce2ccec3c2e(nc(n3)N)N
CC(C)C(C(C)C)C(=0O)n1cc2c(nl)ccec3c2e(nc(n3)N)N
clen(c2clnc(nc2N)N)Cc3cc4c(cc3Cl)OCO4
clccc2c(cl)cec3c2e(nc(n3)N)N
CC(C)CNclc2c3cen(c3cee2ne(nl)N)CC(C)C
CC(C)C(C(C)C)C(=0O)n1c2cce3c(c2enl)c(nc(n3)N)N
CN(C)clccc2e(clClyc(nc(n2)N)N
clcc(cncl)Cn2cc3c(n2)cccdc3c(nc(nd)N)N
CC(C)nlc2ccc3c(c2enl)c(nc(n3)N)N
CCnlccc2clcec3c2e(nc(n3)N)N
CC(C)Cnlcc2c(nl)ccec3c2e(nc(n3)N)N
Cclccce(c(cl)Cn2ccc3c2c(nc(n3)N)N)C
clcc2c(c3cinn(c3)C4CCCC4)c(nc(n2)N)N
COcCcoccocCCnlccc2clceecc3c2e(nc(n3)N)N
clcec(cel)Cn2cc3c(n2)ceccac3c(nc(nd)N)N
COCCnlccc2clccc3c2e(nc(n3)N)N
clcc2c(ccn2CC3CC3)c4cinec(ncdaN)N
clcce(ccl)CN(Cc2cceec2)c3ccecdce(c3Clyc(ne(n4)N)N
CCOCn1c2ccce3c(c2cclcdcceccd)c(nc(n3)N)N
CN(C)S(=0)(=0O)n1lc2ccc3c(c2enl)c(nc(n3)N)N
CCC(C)Oclccc2e(c1Cl)e(nc(n2)N)N
CCN(C)C(=0O)nlc2ccc3c(c2enl)c(nc(n3)N)N
CC(C)Cnlc2ccc3c(c2enl)c(nc(n3)N)N
clcc2c(ccn2CCCF)c3clnc(nc3N)N
CCCCCCnlccc2clcecc3c2e(nc(n3)N)N
clcc2c(ccn2C3CCCC=C3)c4clnc(nc4N)N
clcc2c(ccn2C3CCCCC3)c4acine(ncdN)N
clcc2c(ccn2CCCCO)c3cinc(nc3N)N
CC(C)(C)clcec(ccl)c2ec3c([nH]2)cec4c3c(nc(n4)N)N
clcc2c(cecn2CCCC(F)(F)F)c3cinc(nc3N)N
clcc2c(c3c1nn(c3)S(=0)(=0)N4CCCC4)c(nc(n2)N)N
clccc(ccl)Cn2cenc3c2ccc4c3c(nc(nd)N)N
Cclcc2c(n1C)ccc3c2e(nc(n3)N)N
CC(C)clcc2c(ol)ccec3c2e(nc(n3)N)N
CCC(CC)nlcc2c(nl)cec3c2e(nc(n3)N)N
CCCnlcc2c(nl)ccc3c2e(nc(n3)N)N
clcc(c(c2cinc(nc2N)N)CI)N3CCOCC3
C=CCnlccc2clccec3c2e(nc(n3)N)N
CC(C)Cnlccc2cicee3c2e(nc(n3)NC(=0)C)N
CCclcc2c(n1C(CC)CC)ccc3c2c(nc(n3)N)N

pXC50_3D7

5.9664
5.98663
6.00452
6.02035
6.03033
6.03259
6.04485
6.04695

6.0518
6.06445
6.07888
6.08196
6.10255
6.11644
6.12529
6.18791
6.18829
6.32359
6.44927
6.47789
6.50506

6.519
6.52171
6.54287
6.58057

6.6676
6.66983
6.67607
6.71604
6.72947
6.74942

6.7525
6.75438
6.79777

6.8259
6.82753
6.88094
6.90963
6.93012
6.94675

7.0087

7.0152
7.02951
7.04525
7.06696
7.08923
7.08965
7.11408
7.15499
7.15732
7.19591
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537049
529019
526222
524655
287211
537510
539357
286620
525411
528333
532592
524954
288766
287314
285858
286070
533981
285857
536359
527334
529362
533945
541531
531443
524705
524702
529823
524429
524869
541564
524987
528917
288654
529873
286710
530049
540294
530929
531260
286631
286526
534641
535738
286068
285940

CCN(CC)S(=0)(=0O)n1c2ccc3c(c2enl)c(nc(n3)N)N
CC(CC=C)nlc2ccc3c(c2enl)c(nc(n3)N)N
clccc(ccl)c2ccec(cc2)Cn3cccac3cecse4c(ne(nS)N)N
clcc(cncl)Cn2c3ccc4c(c3cn2)c(nc(nd)N)N
CCCclcc2c(n1CC)ccc3c2ce(nc(n3)N)N
CCCC(C)nlccc2cleec3c2e(nc(n3)N)N
CN(C)S(=0)(=O)nlccc2clcec3dc2e(nc(n3)N)N
CC(C)clcc2c([nH]1)cece3c2e(nc(n3)N)N
CC(C)nlcc2c(nl)ccc3c2e(nc(n3)N)N
CC(C)Cnlccc2clcec3c2e(nc(n3)N)N
CCN(CC)clccc2e(clClyc(nc(n2)N)N
clcc2c(cnn2S(=0)(=0)N3CCCC3)c4clnc(ncaN)N
CCclcc2c(n1C(C)(C)C)cec3c2e(nc(n3)N)N
CCnlc2ccc3c(c2cclC(C)C)e(nc(n3)N)N
CCclcc2c(n1CC)ccc3c2c(nc(n3)N)N
COclcc(ce(c1lOC)OC)Cn2ccc3c2ccc4c3c(nc(n4)N)N
Cclc(cec2ele(nc(n2)N)N)C(C)(C)C
Cclcc2c(nlC(C)C)cec3c2e(nc(n3)N)N
clcenc(cl)Cn2ccc3c2ccc4c3c(nc(nd)N)N
Cclccee(cl)Cn2ccc3c2ccc4c3c(nc(nd)N)N
clcc(cecclCn2ccc3c2cccdc3c(nc(n4)N)N)F
CCC(C)(CC)C(=0O)n1c2ccc3c(c2enl)c(nc(n3)N)N
CCCC(CC)nlccc2clcec3c2e(nc(n3)N)N
CCC(CC)nlc2cec3c(c2cclCOC)c(ne(n3)N)N
CCC(C)(C)clcec2ce(c1C)e(ne(n2)N)N
CCCcC(CcCC)nlccc2clecc3dc2e(ne(n3)N)N
clcc(cecclCn2ccc3c2ccc4c3c(nc(nd)N)N)CHN
clccc2c(cl)ceccc2Cn3cccdc3cecse4c(ne(n5)N)N
CCC(C(C)C)niccc2clcee3c2e(nc(n3)N)N
CclcceccclCn2ccc3c2ccc4c3c(nc(n4)N)N
clcc(ceclCn2ccc3c2ccc4c3c(ne(nd)N)N)Br
clcc(ceclCn2ccc3c2cccdc3c(nc(nd)N)N)CI
CCC(C)(C)nlc(cc2clcec3c2e(nc(n3)N)N)C
clcc(ce(cl)F)Cn2ccc3c2ccc4c3c(nc(n4)N)N
Cclcce(ccl)Cn2ccc3c2ccc4c3c(nc(nd)N)N
COclcce(ccl)Cn2ccc3c2ceccac3c(nec(nd)N)N
clccce(ccl)Cn2ccc3c2cccdc3c(ne(nd)N)N
COclccece(cl)Cn2ccc3c2cccdc3e(nc(nd)N)N
COclcce(cc1lOC)Cn2c3ccc4c(c3cen2)c(nc(n4)N)N
CCC(CC)nlc(cc2clccec3c2e(nc(n3)N)N)C
CC(C)nlc2cce3ce(c2ccl1C(C)(C)C)e(nc(n3)N)N
clcc2c(cclCn3ccc4c3cec5e4c(ne(n5)N)N)OCO2
clcc2c(cen2Cc3ccac(cc3Cl)OCO4)c5cinc(nc5N)N
CCCclcc2c¢(n1C(CC)CC)ccc3c2ce(nc(n3)N)N
CCclcc2c(n1C(C)CC)ccc3c2c(nc(n3)N)N

7.26076
7.30066
7.3159
7.3174
7.32144
7.32219
7.3377
7.40937
7.43237
7.46604
7.51005
7.73087
7.89615
7.90606
7.98536
8.02946
8.059
8.06976
8.08039
8.13378
8.1851
8.22209
8.22792
8.25412
8.28276
8.30969
8.48242
8.49485
8.49485
8.49485
8.49485
8.49485
8.49485
8.49485
8.49485
8.49485
8.49485
8.49485
8.49485
8.49485
8.49485
8.49485
8.49485
8.49485
8.49485
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(b)

COMPOUND_ID
541505
528127
542722
524629
528799
531153
536935
526121
534155
531914
528772
532523
530768
536333
536917
532909
534963
538554
534651
524411
542097
541825
529733
524889
530434
542654
541538
542586
535665
529924
524640
535018
524477
538465
537305
526873
537797
531957
539955
537628
528062
527586
530232
528819
541363
526273
536483
535386
526831
526798
531976
524860
532784
527826
529009
526509
525681
535903

CANONICAL_SMILES
Cclccece(ccl)S(=0)(=0)NC2=NC(=N)N(C(N2)(C)C)OCc3ccc(c(c3)CI)CI
clccc(cel)Cc2cecc(cc2)OCCON3C(=N)N=C(NC34CCCCC4)N
COclcce(cc1OC)C2N=C(N=C(N2c3ccc(cc3)CI)N)N
CN(C)clcce(ccl)N2C(=NC(=NC23CCCC3)N)N
CC1(N=C(N=C(N10OCCCOc2cc(c(cc2CI)CI)CI)N)NC(=O)NC)C
CCCC1N=C(N=C(N21c2ccccc2)N)N
CCC1(N=C(N=C(N21c2ccccc2)N)N)C
CCCC1N=C(N=C(N1lc2cccc(c2)N(=0)=0)N)N
Cclccec(c1C)N2C(=NC(=NC2(C)C)N)N
CC1(NC(=NC(=N)N10OCc2ccc3cceccc3c2CON4AC(=N)N=C(NC4(C)C)N)N)C

clcee(ccl)C=CC2N=C(N=C(N20OCCCCCCON3C(N=C(N=C3N)N)C=Cc4ccccc4)N)N

CC1(N=C(N=C(N1OCc2ccc(c(c2)CI)CI)NC(=O)NC)NC(=O)NC)C
CCCC1N=C(N=C(N1c2cccc(c2)C(F)(F)F)N)N
CCCCCCCCOcicec(ccl)N2C(=NC(=NC2(C)C)N)N
CCCOclece(ccl)N2C(=NC(=NC2(C)C)N)N
clcc(cccIN2C(=NC(=NC23CCCC3)N)N)CI
CCCCCCOclcce(ccl)N2C(=NC(=NC2(C)C)N)N
CC1(N=C(N=C(N1lc2ccc(cc2)Oc3cceccc3)N)N)C
CC1(N=C(N=C(N1lc2ccccc2)N)N)C
CC1(N=C(N=C(N1c2ccc(c(c2)OC)OC)N)N)C
clcce(ccl)C2N=C(N=C(N2c3ccccc3)N)N
CCOC(=0)NC1=NC(N(C(=N1)NC(=0)OCC)OCc2ccc(c(c2)Cl)CI)(C)C
CC1(NC(=NC(=N)N1OCc2nc(nc(n2)Nc3ccccc3)N)N)C
CCOclccc(ccl)N2C(=NC(=NC2(C)C)N)N
CC1CCC2(CC1)N=C(N=C(N20Cc3cc4cccccac5c3cecc5)N)N
CCCC1N=C(N=C(N21c2ccc(cc2)OC)N)N
CC1(N=C(N=C(N1lc2ccc(cc2)N(=0)=0)N)N)C
CC1(NC(=NC(=N1)N)NOCc2ccc(c(c2)Cl)Cl)C
CC1(NC(=NC(=N)N1OCCCO)N)C
CC1CCC2(CC1)N=C(N=C(N20Cc3ccc(c4c3ccccd)Br)N)N
CCCCOclcee(cc1)N2C(=NC(=NC2(C)C)N)N
CCCCCOclcce(ccl)N2C(=NC(=NC2(C)C)N)N
clcc(c(cclCON2CNC(=NC2=N)N)CI)CI

CC1(N=C(N=C(N1O)N)N)C
C=CCclcc(ccclOCCCOc2c(nc(nc2N)N)N)Br
CC1(N=C(N=C(N1lc2cc(c(cc2CI)CI)CI)N)N)C
CCOC(=0O)NC1=NC(N(C(=N1)NC(=0)OCC)OCc2cccc3c2cccac3ccccd)(C)C
CC1(NC(=NC(=N)N1OCCNCc2cce(cc2)C)N)C
CCC1(N=C(N=C(N1c2ccc(cc2)CN)N)C
C1CCC(CC1)CON2C(=N)N=C(NC23CCCCC3)N
CC1CCC2(CC1)NC(=NC(=N)N20OCCCCCCCCO)N
clcee(ccl)CC2N=C(N=C(N2c3ccc(cc3)CI)N)N
COclcee(cc1OC)C2N=C(N=C(N20Cc3ccccc3)N)N
CCCCCclcce(cc1)N2C(=NC(=NC2(C)C)N)N
CC1(N=C(N=C(N10OCc2cc3ccccc3cc2CONAC(=NC(=NC4(C)C)N)N)N)N)C
CCOC(=0)NC1=NC(N(C(=N1)NC(=0)OCC)OCCCOc2ccc(cc2C)C)(C)C
CC1(N=C(N=C(N1lc2cccc(c2)I)N)N)C
CC1(N=C(N=C(N1lc2ccc(cc2)OC)N)N)C
CCCCI1N=C(N=C(N21c2ccc(cc2)C)N)N
CC1(N=C(N=C(N1lc2ccc(c(c2)Cl)Oc3ccc(cc3)CI)N)N)C
clcce(ccl)CCC2N=C(N=C(N2c3ccccc3)N)N
CCCC1N=C(N=C(N1lc2ccc(c(c2)C)C)N)N
CCCC1N=C(N=C(N1c2ccc(cc2)CC)N)N
CC1(N=C(N=C(N1OCCCCON2C(=NC(=NC2(C)C)N)N)N)N)C
CC1(N=C(N=C(N1c2ccc(cc2)OCCHC)N)N)C
CC1(N=C(N=C(N10Cc2cccc3c2cccc3)N)NC(=O)Nc4ccc(ccd)N(=0)=0)C
CCC1(NC(=NC(=N)N1OCc2ccc(c(c2)Cl)Cl)N)CC
Cclcce(ccl)N2C(N=C(N=C2N)N)c3ccccc3

pXC50_3D7
5.94494
5.94881
5.99961
6.02924
6.02927
6.08485
6.10138
6.11908
6.11982
6.17833
6.21124
6.22142
6.22594
6.29911
6.31205
6.38345
6.46287
6.46778
6.4852
6.50728
6.53178
6.55556
6.56294
6.58655
6.61493
6.63037
6.63052
6.64174
6.65584
6.66602
6.66824
6.68877
6.71183
6.71562
6.71614
6.74172
6.76338
6.79588
6.79729
6.81061
6.83241
6.86299
6.87679
6.88122
6.89907
6.901
6.90132
6.94634
7.02152
7.10294
7.1131
7.13328
7.17441
7.18073
7.18204
7.22528
7.23255
7.24711
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526851
531021
525537
526153
524585
542656
541420
540626
527643
531961
538080
539298
532043
524865
538575
537162
539784
529312
524688
542056
541047
537720
541502
535368
530808
529494
534193
527400
533818
537543
537173
532360
529801
541189
536378
525631
539767
538164
541124
543059
530518
525486
524645
536182
530224
530120
525105
539291
528184
531569
524583
538230
524837
533539
531304
537904
530222
531500
525815
538818
538842

CC1(N=C(N=C(N1lc2ccc3ccccc3c2)N)N)C
CC1(NC(=NC(=N)N1OCCSCCON2C(=N)N=C(NC2(C)C)N)N)C
CC1(N=C(N=C(N1OCCc2cc(c(c(c2)OC)OC)OC)N)N)C
CC1(N=C(N=C(N1CCc2ccccc2)N)N)C
CCCCI1N=C(N=C(N1lc2ccc(cc2)CI)N)N
CC1(NC(=NC(=N)N1OCc2c3cccee3ec(c20C)OC)N)C
CC1(N=C(N=C(N1lc2ccc(cc2)l)N)N)C
CC1(NC(=NC(=N)N1OCCOc2ccc(cc2)Cc3ccececc3)N)C
clccc(ccl)CON2C(N=C(N=C2N)N)c3ccccc3
Cclcc(cc(cl)N2C(=NC(=NC2(C)C)N)N)C
CCOC(=0O)NC1=NC(=N)N(C(N1)(C)C)OCc2ccc(c(c2)CI)CI
CC1(N=C(N=C(N1OCCCOc2cccc(c2)C(=0O)O)N)N)C
CC1(NC(=NC(=N)N1OCCCc2cc(c(c(c2)OC)OC)OC)N)C
clcce(ccl)CCC2N=C(N=C(N2c3ccc(cc3)CI)N)N
CC1(N=C(N=C(N1lc2cccc(c2)CI)N)N)C
CC1(N=C(N=C(N10OCc2cc(c(cc2Cl)CON3C(=NC(=NC3(C)C)N)N)CI)N)N)C
Cclccc(cc1)N2C(=N)N=C(NC2(C)C)N
CCCclcc(ccclOCCCON2C(=NC(=NC2(C)C)NC(=0)OCC)NC(=0)OCC)C
CC1(N=C(N=C(N1OCC2COc3ccccc302)N)N)C
CC(=0O)Nclcee(ccl)S(=0)(=0)NC2=NC(=N)N(C(N2)(C)C)OCc3ccc(c(c3)Ch)ClI
CCC(clcceecl)ON2C(=NC(=NC2(C)C)N)N
CC1N=C(N=C(N1OCc2ccccc2)N)N
CCOC(=0O)NC1=NC(N(C(=N1)NC(=0)OCC)OCCCOc2cc(c(cc2Cl)Cl)Cl)(C)C
CC1(NC(=NC(=N)N10OCc2c3cccee3ccc20C)N)C
CCCclccc(ccl)N2C(=NC(=NC2(C)C)N)N
CC=CCON1C(=N)N=C(NC1(C)C)N
CC1(N=C(N=C(N1lc2ccc(cc2)C(C)(C)C)N)N)C
CC(C)C(=0)ONC1=NC(N(C(=N1)NOC(=0)C(C)C)OCCCOc2cc(c(cc2Cl)Cl)Cl)(C)C
CC1(NC(=NC(=N)N1OCCCNC(=0)c2ccc(cc2)C(=O)NCCCON3C(=N)N=C(NC3(C)C)N)N)C
Cclecce(ccclCI)N2C(=NC(=NC2(C)C)N)N
CCC(C)clceec(c1OCCCON2C(=NC(=NC2(C)C)N)N)C(C)CC
CC1(NC(=NC(=N)N1OCCN(C)c2cccecc2)N)C
clcce(ccl)C2N=C(N=C(N2c3ccc(c(c3)CI)CI)N)N
CC1(NC(=NC(=N)N1OCc2cc(c(cc2CON3C(=N)N=C(NC3(C)C)N)CICI)N)C
CCC(C)(C)clcee(ccl)N2C(=NC(=NC2(C)C)N)N
CC1(N=C(N=C(N1lc2cc(c(c(c2)CI)CI)CI)N)N)C
CC(clcceeccl)ON2C(=NC(=NC2(C)C)N)N
Cclcc2ccccc2c(c1C)CON3C(=N)N=C(NC3(C)C)N
CC1(N=C(N=C(N1lc2ccc(cc2)Br)N)N)C
CCclccc(ccl)N2C(=NC(=NC2(C)C)N)N
CC1(N=C(N=C(N1c2cccc(c2)C(F)(F)F)N)N)C
CC(=0O)NC1=NC(=NC(=0)C)N(C(N1)(C)C)OCCCOc2ccc(c(c2)Cl)CI
CC1(N=C(N=C(N10OCc2cccc(c2)C#N)N)N)C
CC1(N=C(N=C(N10Cc2ccc3ccccc3c2)N)NC(=0)c4cec(cc4)N(=0)=0)C
CC1(NC(=NC(=N)N1OCCCOc2c(cccc20C)OC)N)C
CC1(NC(=NC(=N)N1OCCCOc2ccc(cc2)N)N)C
CC1(N=C(N=C(N10Cc2cccc3c2cccc3)N)NC(=0)c4cc(cc(cd)N(=0)=0)N(=0)=0)C
Cclcee(ccl1CI)N2C(=NC(=NC2(C)C)N)N
CC1(N=C(N=C(N1c2ccc(c(c2)CI)C(C)(C)C)N)N)C
CCCC(C)clecee(ccl)N2C(=NC(=NC2(C)C)N)N
CC1(NC(=NC(=N)N1OCc2ccc(c(c2)OC)OC)N)C
CC1(NC(=NC(=N)N1OCCc2ccc(c(c2)OC)OC)N)C
CC1(NC(=NC(=N)N10OCOc2ccc(cc2)CI)N)C
CCCclcc(cccIlOCCCON2C(=N)N=C(NC2(C)C)N)C(=0)C
CC1(N=C(N=C(N1OCC=Cc2ccccc2)N)N)C
CCOclccccc1CON2C(=NC(=NC2(C)C)N)N
CC1(N=C(N=C(N10OCc2ccc3c(c2)OCO3)N)N)C
Cclcce(c(cc1C)CON2C(=N)N=C(NC2(C)C)N)C
CCC1N=C(N=C(N1OCc2ccc(c(c2)CI)CI)N)N
CC1(NC(=NC(=N)N1OCCCOc2cc(ccc2CIl)CI)N)C
CC1(NC(=NC(=N)N1OCCc2ccc(cc2)N)N)C

7.26898
7.29597
7.30749
7.32462
7.33003
7.33318
7.35315
7.35629
7.36532
7.37715
7.39077
7.3986
7.40746
7.42035
7.42177
7.42238
7.43668
7.4454
7.45613
7.46963
7.47493
7.48312
7.50627
7.54037
7.54748
7.55406
7.57352
7.57475
7.66548
7.68008
7.6991
7.71168
7.83565
7.83689
7.93
7.94413
7.96282
8.02247
8.03639
8.05434
8.06454
8.07943
8.1007
8.12078
8.13806
8.15268
8.16513
8.1665
8.1832
8.20304
8.21773
8.22819
8.3376
8.33985
8.37302
8.43014
8.43381
8.43965
8.47502
8.49485
8.49485
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538977 CC1(NC(=NC(=N)N10CCOc2ccee(c2)C(F)(F)F)N)C 8.49485

538794 CCI1(NC(=NC(=N)N1OCCc2cccc3c2cccc3)N)C 8.49485
538720 CC1(NC(=NC(=N)N1OCCCOc2cc(cc(c2)Cl)CI)N)C 8.49485
524927 CC(C)Oclcce(ccl)CCCON2C(=N)N=C(NC2(C)C)N 8.49485
538034 CCOC(=0O)NC1=NC(=N)N(C(N1)(C)C)OCCCOc2cc(c(cc2Cl)CICI 8.49485
537851 CCCclccec(c1OCCCON2C(=N)N=C(NC2(C)C)N)C 8.49485
525208 CC(=O)NCC(=O)NC1=NC(=N)N(C(N1)(C)C)OCc2ccc3cccee3c2 8.49485
537608 Cclccc(cclC)OCCCCON2C(=N)N=C(NC2(C)C)N 8.49485
525549 CC(CON1C(=NC(=NC1(C)C)N)N)c2cce(cc2Cl)Cl 8.49485
531829 CC(CCON1C(=NC(=NC1(C)C)N)N)c2ccc(cc2)Cl 8.49485
524467 CCI1(NC(=NC(=N)N1OCCCOc2cccc3c2cccc3)N)C 8.49485
542633 CCCOC(=0)clcee(ccl)OCCCON2C(=N)N=C(NC2(C)C)N 8.49485
542614 CC1(NC(=NC(=N)N1OCCCCCCOc2ccc(c3c2cccc3)CI)N)C 8.49485
542529 CC(COclcce(ccl)c2ccccc2)CON3C(=NC(=NC3(C)C)N)N 8.49485
524695 CC1(N=C(N=C(N1OCCCc2ccccc2)N)N)C 8.49485
542036 CC1(NC(=NC(=N)N1OCCCc2c(cccc2CI)CI)N)C 8.49485
524739 CC1(NC(=NC(=N)N1OCCCc2ccc(cc2CI)CI)N)C 8.49485
541801 CC1(NC(=NC(=N)N1OCCCOc2ccc(cc2)OC)N)C 8.49485
541715 CCSclccccclCON2C(=N)N=C(NC2(C)C)N 8.49485
524772 CC1(NC(=NC(=N)N1OCCCc2ccc(cc2)OC)N)C 8.49485
524800 CC1(NC(=NC(=N)N1OCCc2ccccc2)N)C 8.49485
524801 CC1(NC(=NC(=N)N1OCC2CCCCC2)N)C 8.49485
541413 CC1(NC(=NC(=N)N1OCCCCCCOc2cc(c(c(c2)OC)OC)OC)N)C 8.49485
524822 CCclccc(ccl)OCCCON2C(=N)N=C(NC2(C)C)N 8.49485
541127 CC1(NC(=NC(=N)N1OCc2cccs2)N)C 8.49485
541061 CC(Cclcce(cclCl)CI)CON2C(=NC(=NC2(C)C)N)N 8.49485
540842 clc(c(cc(c1CI)Cl)CI)OCCCON2C(=N)N=C(NC23CCCCC3)N 8.49485
540656 CCI1(NC(=NC(=N)N10OCc2ccc(cc2)c3ccccc3)N)C 8.49485
540612 CC(Cclcce(ccl)OC)CON2C(=NC(=NC2(C)C)N)N 8.49485
529779 CCCclcc(ccclOCCCON2C(=NC(=NC2(C)C)N)N)C 8.49485
539353 CC1(NC(=NC(=N)N1OCCSCc2cc(sc2CIl)CI)N)C 8.49485
539345 CC(CCON1C(=NC(=NC1(C)C)N)N)c2cce(c(c2)Cl)Cl 8.49485
524856 CC1(NC(=NC(=N)N1OCCCOc2ccccc2N)N)C 8.49485
539136 CC1(NC(=NC(=N)N1OCCCOc2c(cccc20C)CC=C)N)C 8.49485
539037 CCC1N=C(N=C(N1OCCCOc2c(cc(cc2CI)CI)CI)N)N 8.49485
539033 CCOC(=0)clcc(cc(cLOCCCON2C(=N)N=C(NC2(C)C)N)CI)CI 8.49485
539017 Cclccc2ccccc2clCCCON3C(=N)N=C(NC3(C)C)N 8.49485
532591 CC(C)clcce(cc1l)OCCCON2C(=N)N=C(NC2(C)C)N 8.49485
527478 CCOclccc(ccl)OCCCON2C(=N)N=C(NC2(C)C)N 8.49485
532397 Cclcc(c(c(c1C)OCCCON2C(=N)N=C(NC2(C)C)N)C)C 8.49485
532320 CCSclccc(cc1CON2C(=NC(=NC2(C)C)N)N)C 8.49485
527707 CC1(NC(=NC(=N)N10OCOc2cc(c(cc2CI)CI)CI)N)C 8.49485
527717 CC1(NC(=NC(=N)N1OCCCOc2cccc(c2)CI)N)C 8.49485
527991 CC1(N=C(N=C(N1OCCCOc2ccc(cc2CC=C)Br)N)N)C 8.49485
528221 CC1(NC(=NC(=N)N1OCCOc2ccc3ccccc3c2)N)C 8.49485
531858 CC1(N=C(N=C(N1OCc2cccc3c2cccic3ccccd)N)N)C 8.49485
531837 CC1(N=C(N=C(N1OCc2ccc3ccccc3c2)N)N)C 8.49485
531799 Cclccec(c1C)OCCCCON2C(=N)N=C(NC2(C)C)N 8.49485
531467 CC(C)C(=O)ONC1=NC(=N)N(C(N1)(C)C)OCCCOc2cc(c(cc2Cl)CI)CI 8.49485
531305 CCCclcc(ccclOCCCON2C(=N)N=C(NC2(C)C)N)OCCCOc3ccccec3 8.49485
531220 CCCclccec(c1OCCCON2C(=NC(=NC2(C)C)N)N)OC 8.49485
528250 CC1(N=C(N=C(N1OCCCOc2ccc(cc2)C(C)(C)C)N)N)C 8.49485
528252 Cclccecc2cleccc2CON3C(=NC(=NC3(C)C)N)N 8.49485
530893 Cclcce(cc1CON2C(=N)N=C(NC2(C)C)N)C(C)C 8.49485
530819 CC1(NC(=NC(=N)N1OCCSc2ccccc2)N)C 8.49485
528415 CC1(NC(=NC(=N)N1OCCCOc2ccc(cc2C(C)(C)C)C(C)(C)C)N)C 8.49485
528462 CCI1N=C(N=C(N1OCc2cccc3c2cccc3)N)N 8.49485
530272 CC(C)Sclccc(cclCON2C(=N)N=C(NC2(C)C)N)CI 8.49485
528526 CCOC(=0)clcc(ccclOCCCON2C(=N)N=C(NC2(C)C)N)CI 8.49485
528590 CC1(NC(=NC(=N)N1OCc2cccc(c2CI)CI)N)C 8.49485
524852 Cclccee(c10CCCON2C(=N)N=C(NC2(C)C)N)CC=C 8.49485
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529742 CCCOcleec(ccl)OCCCON2C(=N)N=C(NC2(C)C)N 8.49485

528783 CC1(NC(=NC(=N)N1OCCCc2cc(c(cc2Cl)ClCI)N)C 8.49485
529477 CC1(N=C(N=C(N1lc2ccc(c(c2)Cl)OCc3ccce(c3)C(=0O)N(C)C)N)N)C 8.49485
529342 CC1(NC(=NC(=N)N1OCCCCCOc2ccccc2)N)C 8.49485
529307 CC1(NC(=NC(=N)N1OCCCc2ccccc20C)N)C 8.49485
529158 CCclccccclOCCCON2C(=N)N=C(NC2(C)C)N 8.49485
537294 CC1(N=C(N=C(N1OCCCOc2cc(c(cc2Cl)CI)CI)N)N)C 8.49485
537164 clccc2c(cl)cccc20CCCON3C(=N)N=C(NC34CCCCC4)N 8.49485
537085 CC1(NC(=NC(=N)N1OCCCOc2ccc(cc2)N(=0)=0)N)C 8.49485
537078 CC1(NC(=NC(=N)N1OCc2cc(cc3c20COC3)CI)N)C 8.49485
525601 Cclccc(cclC)CON2C(=N)N=C(NC2(C)C)N 8.49485
536896 CCC1N=C(N=C(N10Cc2cccc3c2cccc3)N)N 8.49485
525634 CC1(NC(=NC(=N)N1OCCCSc2ccccc2)N)C 8.49485
536381 Cclcce(c(c1)CC=C)OCCCON2C(=NC(=NC2(C)C)N)N 8.49485
525772 CC(=0)NC1=NC(N(C(=N1)NC(=0)C)OCc2ccc(c(c2)Cl)Cl)(C)C 8.49485
535970 CCC(clcce(ccl)C)ON2C(=NC(=NC2(C)C)N)N 8.49485
526115 CC1(NC(=NC(=N)N1OCCCCOc2ccccc2)N)C 8.49485
535647 CCC(CCON1C(=NC(=NC1(C)C)N)N)c2ccc(c(c2)ChCl 8.49485
535464 CC1(NC(=NC(=N)N1OCCCOc2ccccc2Cl)N)C 8.49485
526119 CC1(NC(=NC(=N)N1OCCCCOc2ccc(cc2)OC)N)C 8.49485
535191 Cclccc(cclC)OCCCON2C(=N)N=C(NC2(C)C)N 8.49485
526563 CC1(NC(=NC(=N)N1OCCCNC(=0)c2ccc(cc2)N(=0)=0)N)C 8.49485
534978 CC1(N=C(N=C(Nlc2ccc(c(c2)CCHNIN)C 8.49485
526736 CCL(NC(=NC(=N)N1OCCCOc2ccccc2C(C)(C)C)N)C 8.49485
534838 CclccccclOCCCON2C(=N)N=C(NC2(C)C)N 8.49485
534669 CCC(C)Oclcce(ccl)CCCON2C(=NC(=NC2(C)C)N)N 8.49485
526941 CC1(N=C(N=C(N1OCCc2ccc3ccccc3c2)N)N)C 8.49485
534569 CCC(CCON1C(=NC(=NC1(C)C)N)N)c2ccc(cc2)Cl 8.49485
534373 CC1(NC(=NC(=N)N1OCCCCOc2ccc(cc2C3CCCCCI)CI)N)C 8.49485
534022 CC1(NC(=NC(=N)N1OCCCc2cccc(c2)C(F)(F)F)N)C 8.49485
533641 CCCOclccc(ccl)CCCON2C(=NC(=NC2(C)C)N)N 8.49485
533500 CCclccee(c1)OCCCON2C(=N)N=C(NC2(C)C)N 8.49485
533210 CCOclcee(ccl)CCCON2C(=N)N=C(NC2(C)C)N 8.49485
533001 CC1(NC(=NC(=N)N1OCCSc2ccc(c(c2)Cl)CI)N)C 8.49485
527100 Cclcc(c(c(c1)Br)OCCCON2C(=N)N=C(NC2(C)C)N)Br 8.49485
526948 Cclcce(c(c1l)CI)CON2C(=NC(=NC2(C)C)N)N 8.49485
533127 CC1(NC(=NC(=N)N1OCCCOc2c(cc(cc2CI)CI)CI)N)C 8.53116
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(©)

COMPOUND_ID
533731
524959
542708
527834
527856
529378
535228
541547
530426
535238
542640
422028
543109
541528
541358
542559
534441
533669
528671
526318
535050
526187
529743
534738
533461
527715
527505
542491
527135
542314
530061
539500
539931
539002
532608
536602
537682
542988
528485
539161
534376
533866
532175
532537
540719
541569
537200
535448
536796
534557
528254
529692
532671
531691
538957
531121
532093
527301

CANONICAL_SMILES
CCC1(CC1)NCC(C(Cc2cccecc2)NC(=0)c3cc(cc(c3)N4CCCCS4(=0)=0)NCC)O
CCNclce(ce(cl)N2CCCCS2(=0)=0)C(=0)NC(Cc3cceec3)C(CNCce4ceche(c4)OCCO5)0
CS(=0)(=0)N(clcce(ccl)F)c2ec(ce(c2)N3CCCC3=0)C(=0O)NC(Ccacccecd)C(CNCeheeec(c5)C(F)(F)F)O
COclcc(ce(cl)OC)CNCC(C(Cc2ceecc2)NC(=0)c3cec(ce(c3)NACCCS4(=0)=0)C5CCCC5)0
CCNclce(ce(cl)N2CCCC2=0)C(=0O)NC(Cc3cccec3)C(CNCce4cc(ccc4dOC)C#N)O
CCNclce(ce(c1)N2CCCCS2(=0)=0)C(=0O)NC(Cc3cccec3)C(CNC4(CCC4)Cc5ceccec(c5)Cl)O
CCNclce(ce(c1)N2CCCCS2(=0)=0)C(=0O)NC(Cc3cccec3)C(CNCCc4cec(cec(c4)OC)0C)0
CCNclcee(c(c(c1)N2CCCCS2(=0)=0)F)C(=0)NC(Cc3ccccc3)C(CNC(C)CC(C)C)O
CCCC1(CC1)NCC(C(Cc2ccececc2)NC(=0)c3cec(ce(c3)NACCCCS4(=0)=0)NCC)O
CCNclce(ce(cl)N2CCCCS2(=0)=0)C(=0O)NC(Cc3ccecec3)C(CNC4(CC4)CCcc(C)C)o
CN(C)clcc(cc2clec[nH]2)C(=0)NC(Cc3ccecc3)C(CNC4CCCCC4)0
CCNclce(ce(c1)N2CCCC2=0)C(=0O)NC(Cc3cccec3)C(CNC4CCehe4cceecs)0
clccce(ccl)CC(C(CNCCC(F)(F)F)O)NC(=0)c2ccec(c2)CCC3CC3
CCNclee(cc(c1)N2CCCCS2(=0)=0)C(=0)NC(Cc3ccccc3)C(CNC4(CC4)CC(C)C)O
CCNclcc(cc(c1)N2CCCCS2(=0)=0)C(=0)NC(Cc3ccco3)C(CNC4ACCCCC4)0
CCNclee(c(c(c1)N2CCCCS2(=0)=0)F)C(=0)NC(Cc3ccccc3)C(CNC(C)(C)CC(C)(C)C)O
CCclc[nH]c2clce(cec2N(c3cceee3)S(=0)(=0)C)C(=O)NC(Ccaccceccd)C(CNCe5ceee(c5)C(F)(F)F)O
CCCCCCNCC(C(Cclceeccl)NC(=0)c2cc(cc(c2)N3CCCCS3(=0)=0)NCC)O
CCNclce(ce(cl)N2CCCC2=0)C(=0O)NC(Cc3cceec3)C(CNCCce4acceche4cceecs)O
CCclcn2c3clec(cc3N(S(=0)(=0)CC2)C)C(=0)NC(Ccaccececcd)C(CNCCOC)0
CC(C)clcc(cec(cl)N2CCCC2=0)C(=0)NC(Cc3cceec3)C(CNCce4ceec(c4)OC)O
CCCclcc(c(c(c1)N2CCCC2=0)F)C(=O)NC(Cc3ccccec3)C(CNC(C)C)O
CCNclce(ce(c1)N2CCCCS2(=0)=0)C(=0O)NC(Cc3cccec3)C(CNCCc4cceccd)O
CCNclee(cc(c1)N2CCCCS2(=0)=0)C(=0)NC(Cc3ccccc3Cl)C(CNC(C)CCCC(C)C)o
CS(=0)(=0O)N(clccee(cl)F)c2ec(ce(c2)N3CCCC3=0)C(=O)NC(Cc4cccecd)C(CNCe5ceece(c5)C(F)(F)F)O
CCclc[nH]c2clcc(cc2N3CCCCS3(=0)=0)C(=0)NC(Cc4acccccd)C(CNCceheeee(c5)0C)0
CCNclcc(ce(c1)N2CCCCS2(=0)=0)C(=0)NC(Cc3ccecc3)C(CNC(C)(C)Cc4acccec(cd)ClO
CCCOclccec(cl)C(=0)NC(Cc2ccecc2)C(CNCe3ccecc30C)0
CCNclce(ce(c1)N2CCCC2=0)C(=0)NC(Cc3ccccc3)C(CNCCce4acccc(cd)C(F)(F)F)O
CCclcen(c2clcec(cc2)C(=0O)NC(Cc3ccece3)C(CNC(C)(C)CCCC(C)C)O)CCS(=0)(=0)C
CCCN(CCC)C(=0)clce(cc(c1l)N2CCCCS2(=0)=0)C(=0O)NC(Cc3cccee3)C(CNCc4ccec(c4)C(F)(F)F)O
CCOclce(cc(c1)N2CCCC2=0)C(=0O)NC(Cc3cceec3)C(CNCc4cc(ce(c4)OC)0C)O
CCNclce(ce(c1)N2CCCC2=0)C(=O)NC(Cc3ccccc3)C(CNCCc4cceccd)O
CC(C)CCCC(C)(C)NCC(C(Cclceceecl)NC(=0)c2cceec(c2)0OCC3CC3)0
CCNclce(ce(cl)N2CCCC2=0)C(=0O)NC(Cc3ccccc3)C(CNC(C)(C)cecee(c)e)o
CCclc[nH]c2clcc(cec2N(c3cceee3)S(=0)(=0)C)C(=0O)NC(Ccaccececcd)C(CNC(C)(C)CCCC(C)C)O
CCNclcee(ce(c1)N2CCCCS2(=0)=0)C(=0)NC(Cc3cccecc3)C(CNC(C)C(C)(C)C)O
CCclcn2c3clec(cc3N(S(=0)(=0)CC2)C)C(=0O)NC(Cc4ccececd)C(CNCC)O
clcc(ce(cl)C(F)(F)F)CNCC(C(Cc2cc(cc(c2)F)F)NC(=0)c3cc(cc(c3)NACCCC4=0)C5CCCCh)0
CCNclcee(cc(c1l)N2CCCCS2(=0)=0)C(=0)NC(Cc3cccecc3Cl)C(CNCACCCCC4)0
CC(C)Oclcc(ce(cl)N2CCCS2(=0)=0)C(=0O)NC(Cc3cccecc3)C(CNCc4cec(ce(c4)OC)0C)0
CCNclce(c(c(c1)N2CCCCS2(=0)=0)F)C(=0O)NC(Cc3ccccc3)C(CNCCC(C)(C)C)o
CC(C)CCCC(C)(C)NCC(C(Cclceceecl)NC(=0)c2ceec(c2)CCC3CC3)0
CC(C)Nclee(c(c(cl)N2CCCCS2(=0)=0)F)C(=0O)NC(Cc3cccecec3)C(CNCc4ccec(c4)C(F)(F)F)O
CC(C)Nclee(ce(c1l)N2CCCCS2(=0)=0)C(=0)NC(Cc3cceec3)C(CNCce4cceec(c4)0C)0
CCclcen(c2clec(cc2N3CCCC3=0)C(=0O)NC(Cc4ccececd)C(CNCc5ccec(c5)0C)0)C
CCclc[nH]c2clcc(cc2N3CCCS3(=0)=0)C(=0)NC(Cc4ccececd)C(CNC5CCCCC5)0
CCNclcce(ce(c1)N2CCCC2=0)C(=O)NC(Cc3ccccec3)C(CNC(C)cdceec(c4)0C)0
CCCNCC(C(Cclcceccl)NC(=0)c2ec(cec(c2)N3CCCC3=0)NCC)O
CCNclce(ce(cl)N2CCCCS2(=0)=0)C(=0)NC(Cc3ccc(c(c3)F)F)C(CNCc4ccec(c4)OC)O
CCOclcc(cc(c1)N2CCCS2(=0)=0)C(=0)NC(Cc3ccecc3)C(CNCce4cec(cc(c4)0OC)0C)0
CCCOclccee(cl)C(=0)NC(Cc2cceec2)C(CNCe3ccec(c3)0C)0
CCNclce(ce(c1)N2CCCC2=0)C(=0O)NC(Cc3cccec3)C(CNCce4cec(ce(c4)0OC)0C)0
CC(C)Oclcc(cec(cl)N2CCCCS2(=0)=0)C(=0O)NC(Cc3ccecec3)C(CNCc4ccecec(c4)0C)0
COclccee(cl)C2(CCCCC2)NCC(C(Ce3ceccec3)NC(=0)cdcceccd)O
CCOclce(cc(c1l)N2CCCCS2(=0)=0)C(=0O)NC(Cc3cccee3)C(CNCc4ccec(c4)0C)O
CCCC1(CCC1)NCC(C(Cc2cccecc2)NC(=0)c3cc(cc(c3)NACCCCS4(=0)=0)NCC)O
CCnlcnc2clec(cc2N3CCCCS3(=0)=0)C(=0O)NC(Cc4ccececd)C(CNC5CCOCCH)0
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pXC50_3D7
5.79437
5.86815
5.87076
5.90494
5.91162
5.92907
5.94299
5.95261
5.96587
5.96796
5.96927
5.98985
5.98999
5.99234
5.9957
5.99647
6.00133
6.00218
6.00805
6.02039
6.02111
6.02566
6.0285
6.03229
6.04096
6.04122
6.0523
6.054
6.05606
6.05709
6.05769
6.06933
6.07384
6.07394
6.08275
6.08464
6.08612
6.09152
6.09535
6.09553
6.09807
6.09833
6.09888
6.09999
6.10572
6.10587
6.11138
6.11385
6.11931
6.12559
6.12611
6.13039
6.13341
6.13657
6.137
6.14188
6.14256
6.14764



538294
537723
527096
533574
532322
530511
530137
527873
527239
486417
531048
528703
530056
533790
528853
531377
530807
526830
531871
524925
535485
539777
530017
534259
532724
528731
535339
542062
534800
526116
535811
526345
536299
539930
536197
539142
532531
537511
542597
530975
536751
536703
540704
531124
542158
422026
538376
533789
528471
536143
531861
537964
543035
537709
529198
542041
531004
535460
531366
538916
541833

CCNclce(ce(c1)N2CCCC2=0)C(=0O)NC(Cc3ccccc3)C(CNC(C)(C)Cce4ccec(c4)OC)0
COclce(ce(cl)OC)CNCC(C(Ce2ceecc2)NC(=0)c3cec(cec(c3)NACCCCS4(=0)=0)C5CCCC5)0
CCNclce(c(c(c1)N2CCCCS2(=0)=0)OC)C(=0O)NC(Cc3cccec3)C(CNCce4cceec(c4)OC)O
CCNclce(ce(cl)N2CCCCS2(=0)=0)C(=0)NC(Cc3ccecec3)C(CNC4(CCC4)C(C)C)O
CCCCCC(C)(C)NCC(C(Cclcceecl)NC(=0)c2ce(ce(c2)N3CCCC3=0)NCC)O
CCclc[nH]c2clcc(cc2N3CCCS3(=0)=0)C(=0)NC(Cc4ccececd)C(CNC(C)(C)Ccee(e)e)o
CCNclce(cc(c1)N2CCCCS2(=0)=0)C(=0)NC(Cc3cccec3)C(CNC4C5CCBCC(C5)CC4C6)0
CCnlcc2c3clec(cc3N(S(=0)(=0)CC2)C)C(=0O)NC(Ccaccececd)C(CNCe5eeee(c5)0C)0
CCNclce(ce(c1)N2CCCC2=0)C(=0O)NC(Cc3ccccc3)C(CNC(C)cdcccccd)O
CCclcn2c3clec(cc3N(S(=0)(=0)CC2)C)C(=0O)NC(Cc4acccecd)C(CNCcheeeecs)O
CCNclce(ce(cl)N2CCCC2=0)C(=0O)NC(Cc3ccccec3)C(CNCce4ccec(c4)cs5enenc5)O
CCNclce(ce(cl)N2CCCCS2(=0)=0)C(=0O)NC(Cc3ccecec3)C(CNC4ACCC(CC4)(C)C)o
CCNclce(ce(c1)N2CCCC2=0)C(=0O)NC(Cc3ccccc3)C(CNCce4ccec(c4)n5cencs5)O
CCNclcece(ce(c1)N2CCCCS2(=0)=0)C(=0)NC(Cc3ccoc3)C(CNC(C)CCCC(C)C)O
clcce(ccl)CC(C(CNCCC(F)(F)F)O)NC(=0)c2ccee(c2)OCC3CC3
CCNclce(ce(c1)N2CCCCS2(=0)=0)C(=0O)NC(Cc3cc(cc(c3)F)F)C(CNCc4ccec(c4)C(F)(F)F)O
COclccec(cl)CNCC(C(Cce2cceec2)NC(=0)c3cec(ce(c3)NACCCCS4(=0)=0)C5CCCCh)0
CCNclce(cc(c1)N2CCCCS2(=0)=0)C(=0)NC(Cc3cccc(c3)F)C(CNC(C)CCCC(C)C)O
CC(C)Oclcc(cec(cl)N2CCCCS2(=0)=0)C(=0)NC(Cc3cceec3)C(CNCceacc(ce(c4)OC)0C)0
CCnlccc2clec(cc2N3CCCC3=0)C(=0)NC(Ccaccceccd)C(CNCeheeee(c5)0C)0
CCnlcnc2clec(cc2N3CCCC3=0)C(=0)NC(Cc4lcceeccd)C(CNC5CCCCC5)0
CCclcn(c2clce(cc2)C(=0O)NC(Cc3ccecee3)C(CNC(C)(C)CCCe(C)c)o)ccoc
CCNclce(ce(c1)N2CCCC2=0)C(=0O)NC(Cc3ccccc3)C(CNCCCc4ccec(ccd)OC)O
CCNclce(ce(c1)N2CCCCS2(=0)=0)C(=0)NC(Cc3cceec3)C(CNCACCcehe4cceec5)0
CCCN(CCC)C(=0)clcc(cc(c1)N2CCCCS2(=0)=0)C(=0)NC(Cc3cccecc3)C(CNCc4ccec(c4)OC)O
CCclcn2c3clec(cc3N(S(=0)(=0)CC2)C)C(=O)NC(Ccaccececd)C(CNCe5ecec(ce5)C)O
CC(C)clc[nH]c2clcc(cc2N3CCCC3=0)C(=0)NC(Cc4ccececd)C(CNCeheceec(c5)0C)0
CCOclcc(cc(c1l)N2CCCCS2(=0)=0)C(=0O)NC(Cc3ccecec3)C(CNCe4cc(ce(c4)OC)OC)0
CCNclce(ce(c1)N2CCCCS2(=0)=0)C(=0)NC(Cc3cceec3)C(CNCce4ceec(c4C)OC)O
CCNclce(ce(c1)N2CCCC2=0)C(=0O)NC(Cc3ccccc3)C(CNCCC(C)cdcceecd)O
CCclc[nH]c2clec(cc2N3CCCC3=0)C(=0O)NC(Cc4ccceccd)C(CNC(C)(C)CCCC(C)C)o
CCCC1(CCCC1)NCC(C(Cc2ccececc2)NC(=0)c3cc(cc(c3)NACCCCS4(=0)=0)NCC)O
CCNclce(ce(c1)N2CCCCS2(=0)=0)C(=0)NC(Cc3ccecc3)C(CNC(C)Cce4acccc(cd)Cl)o
CCnlccc2clec(cc2N3CCCS3(=0)=0)C(=0)NC(Cc4ccceccd)C(CNC(C)(C)CCCC(C)C)O
CCclcn(c2clcc(cc2N3CCCC3=0)C(=0)NC(Cc4ccececcd)C(CNC(C)(C)CCcce(e)e)o)c
CCNclce(ce(cl)N2CCCC2=0)C(=0O)NC(Cc3cccec3)C(CNCC(C)C)O
CCNclcee(cec(c1)N2CCCCS2(=0)=0)C(=0)NC(Cc3ccececc3)C(CNC(C)(C)CCCC(C)C)O
CCNclee(ce(c1)N2CCCC2=0)C(=0O)NC(Cc3cccecc3)C(CNCACCC(CC4)C(C)(C)C)O
CCnlccc2clec(cc2N3CCCCS3(=0)=0)C(=0)NC(Cc4ccceccd)C(CNC(C)(C)Ccee(e)e)o
CCNclce(ce(c1)N2CC(CCS2(=0)=0)c3cccee3)C(=0)NC(Cc4cececcd)C(CNC(C)C)O
CCCCCC(C)NCC(C(Cclccececl)NC(=0)c2cc(cc(c2)N3CCCCS3(=0)=0)NCC)O
CCCCNCC(C(Cclcceecl)NC(=0)c2cc(cc(c2)N3CCCCS3(=0)=0)NCC)O
CCnlccc2clec(cc2N3CCCC3=0)C(=0)NC(Cc4accceccd)C(CNC(C)(C)Ccee(C)e)o
CCclcn2c3clcc(cc3N(S(=0)(=0)C2)C)C(=0)NC(Cc4cceccd)C(CNC(C)C)O
CS(=0)(=0O)N(clcceecl)c2ec(cc(c2)N3CCCC3=0)C(=0O)NC(Ccaccceccd)C(CNC5CC5)0
CCNclce(ce(c1)N2CCCC2=0)C(=0O)NC(Cc3ccccec3)C(CNC4CCehe4cceecs)0
CCNclce(cc(c1)N2CCCCS2(=0)=0)C(=0)NC(Cc3cccc(c3)Cl)C(CNC(C)CCCC(C)C)O
CCclcn2c3clec(cc3N(S(=0)(=0)CC2)C)C(=O)NC(Cc4accceccd)C(CNCc5ceeeecs5C)0
CCC1(CCCCC1)NCC(C(Cc2cccecc2)NC(=0)c3cc(cc(c3)NACCCCS4(=0)=0)NCC)O
CCNclcce(ce(c1)N2CCCC2=0)C(=0O)NC(Cc3ccccec3)C(CNC(C)(C)Cce4cceecd)O
CCNclce(ce(cl)N2CCCC2=0)C(=0O)NC(Cc3ccccc3)C(CNC(C)(C)Cscc(e)e)o
CCCCL(CCCCC1)NCC(C(Cc2cceec2)NC(=0)c3cc(cec(c3)NACCCCS4(=0)=0)NCC)O
CCclcn2c3clec(cc3N(S(=0)(=0)CC2)C)C(=0O)NC(Ccaccececd)C(CNCe5ceec(c5)C)O
CCclcn2c3clcc(cec3N(S(=0)(=0)C2)C)C(=0)NC(Cc4cceeccd)C(CNC(C)(C)ccee(e)e)o
CCNclce(cc(c1)N2CCCCS2(=0)=0)C(=0)NC(Cc3cccecc3)C(CNC4CC5CCC4C5)0
CCclc[nH]c2clcc(cc2N3CCCS3(=0)=0)C(=0O)NC(Cc4ccecccd)C(CNC(C)(C)cseceee(c5)C(F)(F)F)O
CCnlcnc2clce(cc2N3CCCS3(=0)=0)C(=0O)NC(Cc4cccecd)C(CNC(C)(C)eseeee(c5)C(F)(F)F)O
COclce(ce(cl)OC)CNCC(C(Cce2ccecc2)NC(=0)c3cec(cec(c3)NACCCC4=0)C5CCCCh)0
CCOclcc(cc(c1)N2CCCS2(=0)=0)C(=0)NC(Cc3cceec3)C(CNC(C)(C)eacceec(c4)0C)0
CCCNCC(C(Cclcceccl)NC(=0)c2cec(cc(c2)N3CCCCS3(=0)=0)NCC)O
CC(C)CCCC(C)(C)NCC(C(Ccleecececcl)NC(=0)c2ec(ce(c2F)N3CCCCS3(=0)=0)NC(C)C)O
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6.15064
6.15242
6.16157
6.16447
6.17118
6.17259
6.17497
6.17572
6.17621
6.17772
6.17872
6.18935
6.19733
6.20834
6.21041

6.2127

6.2225
6.22478
6.22896
6.23069
6.24138
6.24469
6.25501
6.25582
6.26026
6.26179
6.27667
6.28443
6.28578
6.29132
6.29138
6.29696
6.30451
6.30879
6.31256
6.31407
6.35062
6.35307
6.37868
6.38505
6.39968

6.4002
6.45997
6.49827
6.51605
6.53054
6.54514
6.56749
6.57607
6.58173
6.58527
6.60745
6.60923
6.61979
6.62577
6.64181
6.64374
6.64975
6.65049

6.6507
6.65862



538657
529935
530895
533149
534206
540034
536573
525339
527009
533757
539174
533531
527994
533586
541114
540071
536023
541636
528026
527447
538326
528855
538100
534308
531412
538000
542835
538502
526920
537334
531966
534231
530733
537989
531686
541375
533327
525517
527407
531482
532534
530456
532693
526152
529474
538747
540084
541922
536553
532978
530371
534014
531093
538365
422010
529614
537706
536260
541845
527848
541234

CCNclce(cc(c1l)N2CCCCS2(=0)=0)C(=0)NC(Cc3cccecc3)C(CNC45CCBCC(C4)CC(CB)C5)0
CCNclcee(cc(c1)N2CCCS2(=0)=0)C(=0)NC(Cc3ccccc3)C(CNC(C)CCCC(C)C)O
CCclcn(c2clcc(cc2)C(=0O)NC(Cc3ccecece3)C(CNC(C)(C)CCCC(C)C)O)CCeacccecs
CCNclce(c(c(c1)N2CCCCS2(=0)=0)F)C(=0O)NC(Cc3ccccc3)C(CNC4CCC(CC4)(F)F)O
CCnlcc2c3clec(cc3N(S(=0)(=0)CC2)C)C(=O)NC(Ccaccececd)C(CNC5CCOCC5)0
CC(C)CCCC(C)(C)NCC(C(Cclececececcl)NC(=0)c2ec(ce(c2)N3CCCCS3(=0)=0)NC(C)C)O
clcce(ccl)CC(C(CNC2CCOCC2)O)NC(=0)c3cc(cc(c3)N4CCCCS4(=0)=0)C5CCCC5
CCNclce(c(c(c1)N2CCCS2(=0)=0)F)C(=0O)NC(Cc3cccec3)C(CNC(C)(C)CCCC(C)C)O
CCCCNCC(C(Cclcceecl)NC(=0)c2cc3c(cn4c3c(c2)N(S(=0)(=0)CC4)C)CC)O
CCclc[nH]c2clee(cc2N3CCCC3=0)C(=0O)NC(Cc4ccececd)C(CNC(C)(C)cheeee(c5)0C)0
CCclcn(c2clcc(cc2)C(=0O)NC(Cc3ccecee3)C(CNCceiccec(c4)C(F)(F)F)O)cccoc
CC(C)Nclce(c(c(cl)N2CCCCS2(=0)=0)F)C(=0O)NC(Cc3cccecc3)C(CNC4CCOCC4)0
CC(C)clcn2c3clec(cec3N(S(=0)(=0)CC2)C)C(=0O)NC(Ccaccececd)C(CNC(C)C)O
CCNclcee(ce(c1)N2CCCCS2(=0)=0)C(=0)NC(Cc3cccec3)C(CNC4CCCCC4)0
clcce(ccl)CC(C(CNC2CCCCC2)O)NC(=0)c3cc(cc(c3)NACCCC4=0)C5CCCCh
CCclc[nH]c2clec(cc2N3CCCCC3=0)C(=0)NC(Cc4cccecd)C(CNCc5ceceec(c5)0C)0
CCCclcc(c(c(c1)N2CCCCS2(=0)=0)F)C(=0)NC(Cc3ccccc3)C(CNC4CCOCC4)0O
CCCC(C)NCC(C(Cclcceeccl)NC(=0)c2ec(cec(c2)N3CCCCS3(=0)=0)NCC)O
clcee(ccl)CC(C(CNC2CCCc3c2cccc3)O)NC(=0)cdcc(cc(c4)N5SCCCC5=0)C6CCCCh
clcce(ccl)CC(C(CNC2CCc3ccecc3C2)O)NC(=0)cdcec(cc(c4)N5SCCCC5=0)C6CCCCh
CCCN(CCC)C(=0O)clce(cc(c1)N2CCCCS2(=0)=0)C(=0O)NC(Cc3ccccc3)C(CNC4CC4)0
CCNclcee(cec(c1)N2CCCCS2(=0)=0)C(=0O)NC(Cc3ccececc3)C(CNC4(CCCCC4)C)O
CC(C)clcn2c3clee(cec3N(S(=0)(=0)CC2)C)C(=0O)NC(Ccaccececd)C(CNCe5eeec(c5)0C)0
CC(C)(C)Nclce(cc(cl)N2CCCCS2(=0)=0)C(=0)NC(Cc3cccec3)C(CNCA4CCOCC4)0
CCNclce(cc(c1)N2CCCCS2(=0)=0)C(=0)NC(Cc3ccc(cc3)Cl)C(CNC4CCCCC4)0
CCnlc2cc(cc(c2cn1)N3CCCC3=0)C(=0O)NC(Cc4ccececcd)C(CNC(C)(C)cseeee(c5)C(F)(F)F)O
CCCC(C)NCC(C(Cclcceecl)NC(=0)c2cc(cec(c2)N3CCCCS3(=0)=0)C4CcCccca)0
CCclcn2c3clcc(cc3N(S(=0)(=0)CC2)C)C(=0O)NC(Ccaccec(cd)Cl)C(CNC5CC5)0
CCclcn2c3clec(cc3N(S(=0)(=0)CC2)C)C(=0O)NC(Cc4accec(cd)F)C(CNC5CC5)0
CCNclce(ce(c1)N2CCCC2=0)C(=0O)NC(Cc3ccccec3)C(CNC(C)(C)caceec(c4)0C)0
CCNclce(cc(c1)N2CCCCS2(=0)=0)C(=0)NC(Cc3cccec3)C(CNCACCC(C4)(C)C)O
CCnlccc2clee(cc2N3CCCS3(=0)=0)C(=0O)NC(Cc4cccecd)C(CNC5CCCCC5)0
CCNclcc(cc(c1)N2CCCC2=0)C(=0O)NC(Cc3ccccc3)C(CNC4CCSCC4)0
CCnlccc2clec(cc2N3CCCCS3(=0)=0)C(=0O)NC(Cc4dccceccd)C(CNC(C)(C)ebeeee(c5)C(F)(F)F)O
CCnlccc2clec(cc2N3CCCCS3(=0)=0)C(=0)NC(Cc4cceccd)C(CNC5CCCCCh)0
CC(C)clcc(cec(cl)N2CCCC2=0)C(=0O)NC(Cc3cceec3)C(CNCc4Cccccea)0
CCnlccc2clec(cc2N3CCCC3=0)C(=0)NC(Ccaccceccd)C(CNC5CCCCC5)0
CCclcn2c3clec(cc3N(S(=0)(=0)CC2)C)C(=0O)NC(Cc4acc(cc(cd)F)F)C(CNC5CC5)0
CCclcen(c2clec(cc2N3CCCC3=0)C(=0O)NC(Cc4ccecccd)C(CNC5CCCCC5)0)C
CCNclce(cc(c1)N2CCCCS2(=0)=0)C(=0)NC(Cc3ccc(c(c3)F)F)C(CNC4CCCCC4)0
CCclc[nH]c2clec(cc2N3CCCC3=0)C(=0O)NC(Cc4ccececd)C(CNC(C)(C)cheeee(c5)C(F)(F)F)O
CCclcn2c3clec(cc3N(S(=0)(=0)CC2)CC)C(=0O)NC(Ccaccececd)C(CNC5CC5)0
CCN1CCc2clcc(cc2N3CCCCS3(=0)=0)C(=0O)NC(Cc4acccccd)C(CNC(C)(C)ebeeee(c5)C(F)(F)F)O
CCnlc2cc(cc(c2cn1)N3CCCC3=0)C(=0O)NC(Cc4ccececd)C(CNC(C)(C)eheeee(c5)0C)0
CCclcn(c2clcc(cc2N3CCCC3=0)C(=0)NC(Cc4ccececd)C(CNC(C)(C)ebeeee(c5)C(F)(F)F)O)C
CC(C)Nclce(ce(c1)N2CCCCS2(=0)=0)C(=0O)NC(Cc3cccecec3)C(CNC4CCCCC4)0
CCclc[nH]c2clec(cc2N3CCCC3=0)C(=0O)NC(Cc4cccecd)C(CNC5CCCCC5)0
CCCNCC(C(Cclcceccl)NC(=0)c2cc3c(cndc3c(c2)N(S(=0)(=0)CC4)C)CC)O
CCclcn2c3clcec(cc3N(S(=0)(=0)CC2)C)C(=O)NC(Cc4accceccd)C(CNC5CCCh)0
CCCclcn2c3clec(cc3N(S(=0)(=0)CC2)CC)C(=0O)NC(Ccaccececcd)C(CNC5CCOCC5)0
CCCclcc(c(c(c1)N2CCCC2=0)F)C(=0O)NC(Cc3cccece3)C(CNC(C)(C)caccec(cd)OC)O
CCclcn2c3clcc(cc3N(S(=0)(=0)C2)C)C(=0)NC(Cc4cececcd)C(CNC5CCOCCH)0
CCclcn2c3clec(cc3N(S(=0)(=0)C2)C)C(=0)NC(Cc4dcceeccd)C(CNC5CCCCCh)0
CCclcn2c3clec(cc3N(S(=0)(=0)CC2)C(C)C)C(=0O)NC(Cc4cceeccd)C(CNC5CCOCC5)0
CCNclce(cc(c1)N2CCCC2=0)C(=0O)NC(Cc3cccec3)C(CNC4CCCC4)0
CCCclcn2c3clec(cc3N(S(=0)(=0)CC2)CC)C(=0O)NC(Cc4dcceeccd)C(CNC5CCCCCh)0
CC(C)Nclcc(ce(c1)N2CCCCS2(=0)=0)C(=0)NC(Cc3ccccc3)C(CNC(C)(C)caccee(cd)C(F)(F)F)O
CS(=0)(=0O)N(clccececl)c2ec(ce(c2)N3CCCC3=0)C(=0O)NC(Cc4cccecd)C(CNC5CCCCCh)0
CCclcn2c3clcc(cc3N(S(=0)(=0)CC2)C)C(=0O)NC(Ccaccceccd)C(CNC(C)CC)O
CCN(C)clec(ce(c1)N2CCCC2=0)C(=O)NC(Cc3cccee3)C(CNC(C)(C)caccec(c4)OC)O
CCclcn2c3clec(cc3N(S(=0)(=0)CC2)C)C(=O)NC(Cc4accec(c4)F)C(CNC5CCOCC5)0

S20

6.65963
6.65965

6.6601
6.67376
6.68183
6.68704
6.69494
6.70445
6.70709
6.71597
6.73073
6.73727
6.74832
6.77031
6.77161
6.77255
6.77893
6.78887
6.78927
6.79267
6.80553
6.80687
6.81125
6.82257
6.82297
6.82698
6.83252
6.83773
6.84595
6.84603
6.85918
6.86176
6.87505

6.8775
6.91234
6.91863
6.92322
6.92327
6.92723
6.93143
6.93919
6.95001
6.96285
6.96913
6.97479
6.98822

6.9931

6.9936
7.00431
7.00525
7.01907
7.05705
7.06005
7.07782
7.07886
7.09387
7.10037
7.10754
7.12805
7.13677
7.16707



527286
542262
538525
539591
535065
540165
540708
535845
531019
531425
529989
535438
528183
539972
541055
532648
525238
531046
531951
526988
538572
537823
527527
530157
542347
529190
542400

CCCclcn2c3clec(cc3N(S(=0)(=0)CC2)C)C(=0O)NC(Ccacceccd)C(CNC5CCCCC5)0
CCNclee(cc(c1)N2CCCCS2(=0)=0)C(=0)NC(Cc3cccecc3)C(CNC45CCC(CC4)CC5)0
CCclcn2c3clcc(cc3N(S(=0)(=0)C2)C)C(=0)NC(Cc4cececcd)C(CNC(C)(C)ebeeee(c5)0C)0
CC(C)CCCC(C)NCC(C(Cclcceecl)NC(=0)c2cc(ce(c2)N(c3ccece3)S(=0)(=0)C)N4CCCC4=0)0
CCclcn2c3clec(cc3N(S(=0)(=0)CC2)C)C(=0O)NC(Ccaccec(cd)Cl)C(CNC5CCCCCh)0
CC(C)clcn2c3clec(cec3N(S(=0)(=0)CC2)C)C(=0O)NC(Ccaccececcd)C(CNC5CCOCC5)0
CCNclce(ce(c1)N2CCCC2=0)C(=0O)NC(Cc3ccccc3)C(CNC(C)cdcceeccd)O
CCC(clccee(cl)CI)NCC(C(Cc2ccecec2)NC(=0)c3cc(ce(c3)NACCCCS4(=0)=0)NCC)O
CCCclcn2c3clec(cc3N(S(=0)(=0)CC2)C)C(=0)NC(Ccaccecccd)C(CNC5CCOCC5)0
CCclcn2c3clee(cc3N(S(=0)(=0)CC2)C)C(=0O)NC(Ccaccececd)C(CNC5CCCC5)0
CCclcn2c3clcc(cc3N(S(=0)(=0)CC2)C)C(=O)NC(Cc4accec(c4)Cl)C(CNC5CCOCCH)0
CCNclcc(ce(cl)N2CCCS2(=0)=0)C(=0O)NC(Cc3ccecee3)C(CNCc4cc(ce(c4)OC)0C)0
CCnlccc2clec(cc2N3CCCS3(=0)=0)C(=0O)NC(Cc4ccececd)C(CNC(C)(C)c5ceeee(c5)0C)0
CCclcn2c3clec(cc3N(S(=0)(=0)CC2)C)C(=0O)NC(Ccaccececd)C(CNCC(C)C)O
CCCN(CCC)C(=0)clce(cc(c1l)N2CCCCS2(=0)=0)C(=0O)NC(Cc3cccece3)C(CNC(C)(C)caccee(ca)C(F)(F)F)O
CCclcn(c2clec(cc2N3CCCC3=0)C(=0O)NC(Cc4ccecccd)C(CNC(C)(C)cbeceee(c5)0C)0)C
CCC(clccee(cl)CI)NCC(C(Cc2ccecec2)NC(=0)c3cec(ce(c3)NACCCC4=0)C5CCCCh)0
CCclcn2c3clec(cc3N(S(=0)(=0)CC2)C)C(=0)NC(Cc4cc(cc(cd)F)F)C(CNC5CCCCC5)0
CCNclce(ce(c1)N2CCCCS2(=0)=0)C(=0)NC(Cc3ccecec3)C(CNC45CCC(C4)CCh)0
CCclcn2c3clec(cc3N(S(=0)(=0)CC2)C)C(=0O)NC(Ccacc(cec(cd)F)F)C(CNC5CCOCCH)0
CCC(clccee(cl)CI)NCC(C(Cc2cceec2)NC(=0)c3cc(cc(c3)NACCCC4=0)NCC)O
CCclcn2c3clec(cc3N(S(=0)(=0)CC2)CC)C(=0O)NC(Cc4cceeccd)C(CNC5CCCCC5)0
CC(C)clcn2c3clee(ce3N(S(=0)(=0)CC2)C)C(=O)NC(Ccaccececcd)C(CNC5CCCCCh)0
CCCN(CCC)C(=0)clce(cc(c1l)N2CCCCS2(=0)=0)C(=0O)NC(Cc3cccece3)C(CNC(C)(C)caccec(c4)OC)O
CCclcn2c3clee(cc3N(S(=0)(=0)CC2)C)C(=0)NC(Cc4ccec(cd)F)C(CNC5CCCCC5)0
CCclcn2c3clec(cc3N(S(=0)(=0)CC2)CC(F)(F)F)C(=0O)NC(Cc4ccceccd)C(CNC5CCOCC5)0
CC(C)(clccee(cl)OC)NCC(C(Ce2ecccc2)NC(=0)c3cc(ce(c3F)NACCCCS4(=0)=0)C5CCCC5)0

S21

7.1749
7.19892
7.20944
7.23386

7.2434
7.26374
7.26524
7.28651

7.3213
7.32892
7.35459
7.36686
7.38093
7.42497
7.44141
7.44309
7.45357

7.4616
7.46733
7.47334
7.50026

7.5038
7.52328
7.52625
7.52679
7.52836
7.53831



(d)

COMPOUND_ID
542494
541917
537852
535475
540627
530976
537456
528728
536215
526244
529314
528162
539818
533988
538557
536192
531996
540895
541540
532692
527610
537393
531772
537901
530352
532490
529489
535721
533918
525000
537016
539070
535316
527534
541552
535061
525581
529853
535289
525025
530125
535545
527930
525205
532918
525842

CANONICAL_SMILES
CnlcccclC(=0)Nc2ccec(c2)c3c(cdccecendn3d)cseenc(n5)Nebecc7c(c6)OCCO7
clcen2c(cl)c(c(n2)c3ccec(c3)NC(=0)c4dc(cec(c4Cl)F)F)c5eenc(n5)Ne6ecec(c6)F
CCN(CC)C(=0)Nclcce(ccl)c2ce(c3cececn3n2)cdcenc(nd)Ne5ceec(c5)CCN(CC)CCO
Cclc(nc2cc(cece2nl)Ne3dncece(n3)cdc5ccecen5ncdc6ecec(c6)NC(=0)c7c(cecc7F)F)C
Cclcce(c(clF)C(=0)Nc2ccec(c2)c3c(cdcceendn3)c5ceenc(n5)Ncbecec(c6)F)F
CCS(=0)(=0)clccc(c(cl)Ne2ncec(n2)c3cdccenndnc3c5cecce(c5)NC(=0)cbe(cceccbF)F)OC
COclcc(cecclNc2necec(n2)c3c4dcceen4dnc3c5ccec(c5)NC(=0)cbe(cccc6F)F)CS(=0)(=0)C
clccc(ccl)Ne2neec(n2)c3cdcceendnc3c5cecec(c5)NC(=0)c6ec(ceccbF)F
COCCOclccc(cclF)Ne2ncece(n2)c3cdccecendnc3c5cecec(c5)NC(=0)c6e(ccecbF)F
clcen2c(cl)c(c(n2)c3cccc(c3)NC(=0)c4dc(cce(c4F)F)F)ecs5eenc(n5)Ne6ecee(c6)F
clcen2c(cl)c(c(n2)c3cccc(c3)NC(=0)c4dc(ccecdF)F)eseenc(n5)Nebecc(cec6)S(=0)(=0O)N
COclccee(c1C(=0)Nc2cceece(c2)c3c(cdcceen4n3d)c5cenc(n5)Ne6ecec(c6)F)OC
clccce(ccl)Ne2neec(n2)c3cdccenndnc3c5ceccc(c5)NC(=0)c6e(cccc6F)F
clcce(ccl)Ne2neee(n2)c3c4dcceendnc3c5cccec(c5)NC(=0)c6e(ccccbF)F
CCN(CCclccee(cl)Ne2nceee(n2)c3cdcceendnc3c5cecc(cc5)NC(=0)C(C)(C)C)CCO
clcc(ce(cl)Ne2neee(n2)c3cnn4dc3cccn4)csenco5
clcc(ce(cl)NC(=0)c2c(ccec2F)F)c3c(cdccenndn3d)cSeenc(n5)Ne6eccee(c6)C(F)(F)F
clcen2c(cl)c(c(n2)c3ccec(c3)NC(=0)c4dc(ccecdF)F)cseenc(n5)Nebecec(c6)C(F)(F)F
CS(=0)(=0)Cclccc(ccl)Ne2neec(n2)c3c4cceecn4nc3cseccec(c5)C(=0)Ncebe(cceccbF)F
clcc(ce(cl)NC(=0)c2c(ccec2F)F)c3c(cdccenndn3d)cseenc(n5)Ncbecench
clcce(ccl)C(=0)Nc2ccec(c2)c3c(cdcceendn3)c5ceenc(n5)Ncbecec(c6)NC(=0O)CN
clcen2c(cl)c(c(n2)c3ccec(c3)NC(=0)c4dc(ccecdF)F)c5eenc(n5)Ne6ece(cc6)C(=O)NC7CC7
CCN(CC)CCCOclcee(cclF)Ne2ncee(n2)c3cdcceecndnc3c5ceccc(c5)NC(=0)c6e(ccec6F)F
clcen2c(cl)c(c(n2)c3ccec(c3)NC(=0)c4c(ccecaF)F)cseenc(n5)Nebece(cc6)C(=O)N7CCOCC7
clcen2c(cl)c(c(n2)c3cecece(c3)C(=0)Nc4c(cececdF)F)cseenc(nb)Nebecee(c6)c7enco?
COCCOclccc(cclCl)Ne2neec(n2)c3cacceendnc3chccec(c5)NC(=0)cbe(ccccbF)F
clcen2c(cl)c(c(n2)c3ccec(c3)NC(=0)c4c(cececaF)F)cseenc(n5)Ncbecc(cec6)Ce7cencc?
COclcce(cclCl)Ne2neec(n2)c3cdcceen4nc3c5cccc(c5)NC(=0)cbe(cceccbF)F
clcen2c(cl)c(c(n2)c3cccc(c3)NC(=0)C4CCCCC4)c5cenc(n5)Ne6ecee(c6)c7enco?
clcen2c(cl)c(c(n2)c3ceec(c3)NC(=0)c4c(ccecaF)F)c5eenc(n5)Nebece(c(c6)F)NCCCN7CCOCCY
clcen2c(cl)c(c(n2)c3cccc(c3)NC(=0)c4dcc(cecaF)F)c5eenc(n5)Nebecec(c6)N7CCCC7=0
CS(=0)(=0)Cclccc(ccl)Ne2neec(n2)c3cdccenndnc3cSceccc(c5)NC(=0)C6CCCCCoh
clcen2c(cl)c(c(n2)c3ccec(c3)NC(=0)c4c(ccecdF)F)cseenc(n5)Nebece(cc6)c7cec[nHIn7
CC(=0O)Nclccec(cl)Ne2neec(n2)c3cdccenndnc3checcc(c5)NC(=0)c6e(ccecc6F)F
COclccee(cl)Ne2ncec(n2)c3c4cceecndnc3checcc(c5)NC(=0)cbe(ccec6F)F
clcc(ce(cl)Ne2ncee(n2)c3cdccecnndnc3c5cecc(c5)NC(=0)cbe(cceccbF)F)c7enco?
CS(=0)(=0)Cclccc(ccl)Ne2ncec(n2)c3cdccenndnc3c5ccec(c5)NC(=0)c6e(ccecbF)F
clcc(ce(c1)NC(=0)c2c(ccec2F)F)c3c(cdccenndn3d)c5eene(n5)Ne6ecc(cc6)N7CCOCCT
CS(=0)(=0)Cclccc(ccl)Ne2ncec(n2)c3cdcceecndnc3c5cccc(c5)NC(=0)cbe(ccecbF)F
CN1CCN(CC1)c2ccc(cc2)Ne3nccee(n3)cdcSceceenSncdc6ccec(c6)NC(=0)c7c(ceec7F)F
COclce(ce(c1OC)OC)Ne2neec(n2)c3c4cceendnc3csecce(c5)NC(=0)cbe(cceccbF)F
clcen2c(cl)c(c(n2)c3ccec(c3)NC(=0)c4dc(ccecdF)F)cseenc(n5)Nebecee(c6)S(=0)(=0O)N
clcen2c(cl)c(c(n2)c3ccec(c3)NC(=0)c4c(ccecaF)F)cseenc(n5)Nebecec(c6)CCS(=0)(=0)N
CC(clceee(cl)Ne2neee(n2)c3c4ccecndnc3c5ccecc(c5)NC(=0)cbe(cecec6F)F)S(=0)(=0)C
CC(clccec(cl)Ne2neee(n2)c3c4ccenndnc3c5ceccc(c5)NC(=0)c6e(ccec6F)F)S(=0)(=0)C
COclcc(cc(c1lOC)OC)Ne2neec(n2)c3cdccenndnc3c5cecec(c5)NC(=0)c6e(ccecbF)F

S22

pXC50_3D7
5.86943
5.94376
5.95522
5.97177
5.97735
5.98621
6.01483
6.02089
6.02235
6.06776
6.11785
6.12543
6.13899
6.14546
6.14652
6.16015
6.18825
6.20284
6.27422
6.27732
6.36502
6.38632
6.39017
6.41678
6.44294
6.44845
6.52886
6.54657
6.58361
6.58634
6.67305
6.69738
6.7232
6.73558
6.74895
6.77915
6.79041
6.8018
6.82424
6.94981
7.11189
7.1329
7.23367
7.24057
7.34109
7.4867



(€)

COMPOUND_ID
541977
527260
537743
542486
533656
533658
526983
532628
541152
528876
532676
537180
526614
529088
529128
530587
531298
536119
539124
538157
527939
525952
540901
531213
542156
542453
539359
536253
531417
533917
530485
533326
537470
533339
542339
526441
534846
541374
536932
542649
536620
539822
526227
537636
528071
529941
535153
539648
541907
528285
533877
527776
531602
529402
524989
541399
541971
540752

CANONICAL_SMILES
Cclcccc2cl[nH]c(n2)c3cec(ce3)cdccec(c4)CNSCCC(CC5)C(=0)N
clcec(ccl)CN2CCC(CC2)C(=0)Nce3ccec(ce3)cd[nH]c5cceecs5n4
Cclcccc2cl[nH]c(n2)c3ccec(s3)cdccc(ccd)NC(=0)c5ecec(c5)NC(=0)C
clccc2c(cl)[nH]c(n2)c3ccec(c3)c4cee(cc4)CNC5CC5
CN1CCN(CC1)CC(=0O)Nc2ccce(cc2)c3cce(sc3)c4[nH]c5ccecec5n4
clce(ce(cl)C(=O)NCCN2CCCC2)c3ccece(s3)c4[nH]c5ccc(cc5n4)F
Cclcc(oclC)CN2CCC(CC2)C(=0)Nc3ccece(cec3)c4[nH]c5ccecec5n4
Cclcec(01)CN2CCC(CC2)C(=0)Nc3ccc(ce3)cdccseccec5[nH]4
Cclccec2cel[nH]c(n2)c3ccece(s3)cdccec(c4)CNSCCN(CC5)cbecc(cn6)C#N
clcece(ccl)n2nec(n2)CNCc3ccc(ce3)cdccc(s4)c5[nH]c6ccececons

clcc(ce(cl)c2[nH]c3cec(cec3n2)F)cdccec(ccd)C(=0)NSCCCCC5CNB6CCC(CB6)0

CN1CCN(CC1)Cc2ccc(cc2)c3ccec(c3)cd[nH]c5ccecec5n4
clccc2c(cl)[nH]c(n2)c3ccec(cc3)NC(=0)C4CCCN(C4)C5CCC5
COC(=0O)clccc2ce(cl)[nH]c(n2)c3cce(ce3)C=CC(=0O)NCc4ccc(c(c4)CNCl
clcec2ce(cl)[nH]c(n2)c3ccee(c3)cdcece(cc4)CNSCCCC(C5)0
clcce(ccl)n2nec(n2)CNCc3ccc(ce3)cdcccece(cd)cs5[nH]c6cce(ceén5)C(F)(F)F
Cclccec2cel[nH]c(n2)c3ccc(ce3)caccc(ccd)NC(=O)NCchceee(ceh)F
Cclcccc2cl[nH]c(n2)c3ccec(c3)cdccc(ccd)C(=0O)NCch5neen5C
CC(CN(C)C)C(=0)Nclcce(ccl)c2cec(sc2)c3[nH]cdccececcdn3
Cclcccc2cl[nH]c(n2)c3ccc(ce3)cacec(ccd)NC(=O)NCc5ccec(c5)F
CN1CCN(CC1)CC(=0O)Nc2cccece(c2)c3cecc(c3)cd[nH]c5cceecs5n4
Cclcccc2cl[nH]c(n2)c3ccce(s3)cdccec(c4)CN5CCC(CC5)C(=0O)N
CC(=0O)Nclccc(ccl)c2ec(c(nc2)N)c3[nH]cdcc(ceccdn3)OC
clccc2c(cl)[nH]c(n2)c3cec(ce3)cdccec(c4)CNSCCN(CC5)c6ecc(cn6)C#N
clcce(ccl)n2nec(n2)CNCc3ccc(ce3)cdcccec(c4)cs5[nH]c6ceceecn5
Cclcccc2cel[nH]c(n2)c3ccc(ce3)caccec(c4)CNCCNSCCNCC5
CnlcccclCCNCc2ccc(cc2)c3ccce(c3)c4[nH]c5ecc(cchnd)F
CclccoclC(=0)Nc2ccece(c2)c3ccec(c3)c4[nH]c5ececec5n4
Cclcccc2cl[nH]c(n2)c3ccc(cc3)cdccec(c4)CNCCCNS(=0)(=0)C
CnlcccclCCNCc2ccc(cc2)c3ccec(c3)c4[nH]c5cceec5n4
Cclcec(cclS(=0)(=0)N2CCOCC2)C(=0)Nc3ccce(ce3)c4[nH]c5ccecec5n4
Cclccec2cl[nH]c(n2)c3ccec(c3)cdccc(ccd)C(=O)NCCchcee(c(=0)[nH]5)0
Cclccec2cl[nH]c(n2)c3ccec(c3)cdcce(ccd)NC(=0)COC(C)C
Cclcc2c(cclC)ne([nH]2)c3ccc(ce3)C(=0)NCCCc4cccecsd
clccc2ce(cl)[nH]c(n2)c3ccc(s3)c4ccec(c4)CNCC5CCCO5
Cclcccc2cl[nH]c(n2)c3ccec(c3)cdccec(c4)CNSCCN(CC5)cbecc(cn6)C#N
Cclcccc2cl[nH]c(n2)c3ccec(s3)cdccc(ccd)CNCCNSCCNCCS
Cclcccc2cl[nH]c(n2)c3ccec(s3)cdccec(c4)C(=0)NCCN5CCCC5
clcec2ce(cl)[nH]c(n2)c3cee(cec3)NC(=0)C=Cc4cccs4d
Cclccec2cel[nH]c(n2)c3ccece(s3)cdccc(cc4d)CNSCCN(CC5)cbecc(cn6)C#N
CNCCNCclccc(ccl)c2cecece(c2)c3[nH]c4cec(cc4n3)F
Cclcccc2cl[nH]e(n2)c3ccc(cc3)cdccec(c4)NC(=0)c5ecec(c5)C(=0)N
clcc(ccclCNCCN2CCNCC2)c3ccc(ce3)c4[nH]c5ccc(cecs5n4)C(F)(F)F
clcc(cc(cl)c2[nH]c3cce(cec3n2)F)cdccc(ccd)NC(=O)NCchecc(cch)F
Cclcccc2cl[nH]c(n2)c3ccc(s3)cdccec(c4)NC(=0)c5c(nns5)C
clccc2c(cl)[nH]c(n2)c3ccec(n3)c4[nH]c5ceceec5n4
COCCN1CCN(CC1)Cc2ccc(cc2)c3ceec(c3)cd4[nH]c5ceceee5n4
clcc(ce(cl)NC(=0)c2c[nH]cn2)c3cec(s3)c4[nH]c5cce(cec5n4)C(F)(F)F
Cnlcc(ncl)CCNC(=0)c2ccc(cc2)c3cccc(c3)c4[nH]c5cceecs5n4
clccc2c(cl)[nH]c(n2)c3ccc(cc3)NC(=0)C4CCN(CC4)Cchecec(c5F)F
CN1CCC(CC1)C(=0)Nc2ccece(c2)c3cec(ce3)c4[nH]c5ccecece5n4
Cclcccc2cl[nH]c(n2)c3ccec(c3)cdccc(ccd)NC(=0)Ccsecons
Cclcccc2cl[nH]c(n2)c3ccec(c3)cdccc(ccd)NC(=0)C(C(C)C)NC(=0)C
clcec2ce(cl)[nH]c(n2)c3cce(s3)c4cce(cc4)CNSCCN(CC5)c6ecc(cn6)C#N
clccc2c(cl)[nH]c(n2)c3cec(ce3)cdccec(c4)CNCCNSCCNCC5S
CS(=0)(=O)NCCCNCclccce(cl)c2ceece(s2)c3[nH]c4ccceccdn3
clccc2c(cl)[nH]c(n2)c3cec(ce3)cdccec(c4)NC(=0)c5csnn5
clcec(ccl)C2CC2NC(=0)Nce3cccec(c3)cdccec(c4)c5[nH]c6eceeecons

pXC50_3D7

5.75142
5.75415
5.75873
5.77892
5.80679

5.8144
5.83815

5.8462
5.84909

5.8526
5.85295
5.85789
5.87007
5.87282
5.87286
5.87521
5.87591
5.87788
5.88092
5.88475
5.88986
5.89958
5.90554
5.90665
5.90974
5.91101
5.91208
5.91326
5.91391

5.9169
5.91879
5.92315
5.92582
5.92952
5.93011
5.93523
5.93856
5.94396
5.94428
5.94581
5.94764

5.9482
5.94924
5.94951
5.95078
5.95268
5.95355
5.95603
5.95744
5.95901
5.96088
5.96337
5.96374
5.96492
5.96609
5.96756
5.96952
5.97077
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530742
539598
534779
528721
529718
535216
526807
538310
536354
530654
537149
533123
532787
530002
536297
530690
532677
527641
527965
535280
531659
527950
538876
535364
531714
528739
535014
536271
532783
528863
525038
535853
539570
526615
530128
541948
535030
542552
526128
529270
528190
534254
524505
539952
534991
525982
536813
539032
528451
531891
531474
525991
532200
542329
525179
535395
540248
536596
527323
527783
535685

CN(CCN)Cclccc(ccl)c2cecc(s2)c3[nH]c4ccc(ccan3)F
clcc(ce(cl)c2[nH]c3cce(cec3n2)C(F)(F)F)c4cce(ccd)NC(=0)c5ccc(=0)[nH]n5
CCNC(=0)Nclcce(ccl)c2cec(s2)c3[nH]c4c(cceccan3)C
Cclcc2c(cclC)ne([nH]2)c3cce(cc3)OCC(=0)NCce4lcec(ccd)C(C)(C)C
clcc(ce(cl)c2ccce(c2)c3[nH]cdccc(ccan3)F)CNSCCN(CC5)c6eneen6
clcec2c(cl)[nH]c(n2)c3ccc(ce3)cdecec(c4)NC(=0)c5cnnéc5nccch
CC(CN(C)C)C(=0O)Nclccece(cl)c2ccec(c2)c3[nH]cdccecec4n3
clcec2ce(cl)[nH]c(n2)c3cce(s3)cdcce(cc4)NC(=0)Cc5c[nH]cn5
clcc(ce(cl)F)CNC(=0)Nc2ccec(c2)c3cec(ce3)c4[nH]c5cec(cec5n4)F
clcc(ccele2[nH]c3cc(c(cc3n2)F)F)C(=O)NCc4ccc(c(c4)Cl)Cl
clccc2e(cl)[nH]c(n2)c3cce(s3)cdccc(cc4)CNC5CCH
clccc2c(cl)[nH]c(n2)c3ccc(s3)c4cce(ccd)C(=0)NSCCCCC5CNECCC(C6)0
Cclcccc2cl[nH]c(n2)c3ccec(c3)cdccc(ccd)NC(=0)CN5CCOCCH
clcec2ce(cl)[nH]c(n2)c3ccce(s3)cdccec(c4)CNSCCCC5CN
clcc(cc(cl)c2[nH]c3cee(ce3n2)C(F)(F)F)cdccee(c4)NC(=0)CNC(=0)c5cec(cc5)0
clcc(ce(cl)c2cecce(s2)c3[nH]c4cec(cc4an3)C(F)(F)F)CNCCN5SCCNCC5
clccc2c(cl)[nH]c(n2)c3cc(cs3)c4ccec(c4)CNCC5CCCO5
clcc(cc(cl)c2cecec(s2)c3[nH]c4cce(ccdn3)C(F)(F)F)CNSCCN(CC5)c6ecc(cn6)C#N
clccc2c(cl)[nH]c(n2)c3ccc(ce3)cdccec(c4)NC(=0)c5eeench
CCNC(=0)Nclccec(cl)c2ccec(c2)c3[nH]c4c(ccecc4n3)C
Cclc(sc(n1)C)CC(=0O)Nc2ccece(cec2)c3ccc(s3)ca[nH]c5ccc(cc5n4)C(F)(F)F
Cclcccc2cl[nH]c(n2)c3ccec(c3)cdcccc(c4)NC(=0)CC5cb6eeceecc6C(=0)NS
clcc(ce(cl)c2cec(cc2)c3[nH]c4dcec(cc4n3)C(F)(F)F)CNCCN5CCNCC5
clcc(ceele2[nH]c3cc(cee3n2)F)C(=0O)NCc4ccec(c(c4)ChCl
CC(C)C(C(=0O)Nclcce(ccl)c2cecec(s2)c3[nH]c4cec(ccdan3)C(F)(F)F)NC(=0)C
clccc2c(cl)[nH]c(n2)c3ccec(c3)cdccec(c4)NC(=0)Cc5c[nH]en5
clccc2e(cl)[nH]c(n2)c3ccc(ce3)cdccec(c4)CNSCCN(CC5)CCC#N
Cclcccc2cel[nH]c(n2)c3ccc(s3)cdccc(ccd)NC(=O)CNSCCN(CC5)C
Cclcccc2cl[nH]c(n2)c3ccc(s3)cdccec(c4)CNCCCNS(=0)(=0)C
clcec2c(cl)[nH]c(n2)c3ccec(c3)cdccc(cc4)CNCCCN5CCCC5=0
CS(=0)(=O)NCCCNCclccce(cl)c2ec(sc2)c3[nH]c4ccceccdn3
CC(CN1CCN(CC1)C)C(=0O)Nc2cccece(c2)c3cecec(c3)c4[nH]c5cceec5n4
CCOclccec(cl)C(=0)Nc2cece(cc2)c3[nH]c4ccececcdn3
COCC1CCCN1Cc2ccc(cc2)c3cee(s3)cd[nH]c5ceececbn4d
CC(=0O)N(C)clccec(cl)C(=0)Nc2ccec(c2)c3cec(ce3)c4[nH]c5ccc(ccsn4)C(F)(F)F
Cclcccc2cel[nH]c(n2)c3ccec(c3)cdccc(ccd)NC(=0)C(C)C(=0O)NC(C)C
Cclcccc2cl[nH]c(n2)c3ccec(c3)cdccc(ccd)NC(=0)CS(=0)(=0)C
Cclcccc2cl[nH]c(n2)c3ccc(s3)cdccc(ccd)CNCCCNS(=0)(=0)C
Cclcccc2cl[nH]c(n2)c3ccec(ce3)caccec(cd)NC(=0)c5encec5C(F)(F)F
CN(CCN)Cclcccc(cl)c2ccec(s2)c3[nH]c4cce(ccan3)C(F)(F)F
CS(=0)(=O)NCCCNCclccee(cl)c2cecece(cc2)c3[nH]cdcce(ccan3)C(F)(F)F
clcc(ce(cl)N)CNCc2ccece(cc2)c3cec(s3)c4[nH]c5eee(ces5n4)F
clccc(ccl)NC(=0)c2c[nH]cn2
Cclcccc2cel[nH]c(n2)c3ccec(c3)caccec(c4)NC(=0)CNC(=0)c5eec(ce5)0
Cclcc2c(cclC)ne([nH]2)c3cee(cc3)OCC(=0)NCce4acccec(cd)C(F)(F)F
CC(=0O)Ncl1nc(cs1)C(=0O)Nc2ccec(c2)c3cccdce(c3)cnn4COC
clcec2ce(cl)[nH]c(n2)c3ccee(c3)cdcecec(c4)NC(=0)CNce5cee(ce5)C(=0O)N
Cclcccc2cl[nH]c(n2)c3ccec(s3)cdccec(cd)CNCce5cecc(cc5)NC
CN1CCC(CC1)C(=0O)Nc2ccce(cc2)c3ccec(s3)c4[nH]c5cec(ces5n4)C(F)(F)F
CC(C)(C)cleec2e(cl)ne([nH]2)c3ccc(cec3)C=CC(=0)NCc4ccce(cd)C(F)(F)F
clcc(cc(cl)O)CC(=0)Nc2ccec(cec2)c3ccec(c3)c4[nH]c5ccc(ce5n4)C(F)(F)F
COclcc(ce(c1lOC)OC)C(=0)Nc2ccece(cc2)c3[nH]cdccecec4n3
clcec2c(cl)C(CC(=0)N2)C(=0)Nc3cccec(c3)caccec(cd)c5[nH]cbeececeebn5
CNCclcce(c(c1)C(=0)OC)c2ccec(c2)CNCce3ccc(ce3)cdcceecd
CnlcenclCNC(=0)c2ccce(cc2)c3ccec(c3)c4[nH]c5ccc(cc5n4)F
clcee(c(cl)C(=0O)N)OCC(=0)Nc2ccce(cc2)c3ccec(c3)c4[nH]c5cec(ce5n4)C(F)(F)F
Cclcccc2cl[nH]c(n2)c3ccce(cc3)cdccec(c4)NC(=0)C(=0)c5cecen5C
CN1CCC(CC1)C(=0O)Nc2cce(cc2)c3cce(ce3)c4[nH]c5cececee5n4
Cclcccc2cl[nH]c(n2)c3ccc(s3)cdccec(c4)CNCC5CCCO5
clcc(ce(cl)c2[nH]c3ccec(ce3n2)F)cdccc(ccd)CNSCCN(CC5)CCC#N
clccc(ccl)n2nec(n2)CNCc3ccec(c3)cdccec(c4)c5[nH]c6ecc(ccbn5)F

5.97209
5.97234
5.97239
5.97465
5.97489
5.97615
5.97619
5.97648
5.97708
5.97817
5.97877
5.97982
5.98079
5.98161
5.98171
5.98183
5.98208
5.98276
5.98364
5.98374
5.98694
5.98717

5.9883
5.98831
5.98853
5.98932
5.98972
5.99079
5.99296
5.99352
5.99362
5.99431
5.99695
5.99888
5.99919
5.99995
5.99995
6.00043
6.00108

6.0013

6.0019
6.00349
6.00404
6.00449
6.00516
6.00554
6.00568
6.00568
6.00568
6.00621
6.00726
6.00789
6.00856
6.00871
6.00879
6.00966
6.01047
6.01055
6.01214
6.01245
6.01287

S24



529862
527348
536823
530377
535295
536862
535206
533545
542906
541295
533897
539234
530085
527332
534856
534568
525644
541207
530750
525922
536193
526545
536524
529630
525134
540031
536774
538324
529910
531720
529192
529962
537577
541103
530198
534007
540247
533734
526192
526309
540798
540736
538136
527028
538900
526450
538638
537166
540845
536259
536863
538179
539036
526419
524504
537055
525265
532510
526151
540106
543131

CC(=O)N(C)C1CCN(C1)Cc2ccc(cc2)c3ccec(s3)ca[nH]c5cec(ces5n4)F
Cclcccc2cel[nH]c(n2)c3cccec(c3)cdccec(c4)CNCCNS5CCNCCS
clcc(ce(cl)NC(=0)c2c[nH]cn2)c3ccc(ce3)cd[nH]c5ccc(ccon4)C(F)(F)F
CC(C1CCCCN1C(=0)c2ccc(cc2)c3ccec(s3)ca[nH]c5ceceecs5n4)0

clcc(ccc1CN2CCN(CC2)c3ccec(cn3)C#N)cdccc(cecd)c5[nH]c6ecc(ccon5)C(F)(F)F
clcc(ce(cl)c2ccee(c2)c3[nH]cdccc(ccdan3)C(F)(F)F)CNSCCN(CC5)c6ecc(cn6)C#N

clce(ce(c1)NC(=0)c2ccoc2)c3ccc(ce3)cd[nH]c5cec(cc5nd)F
Cclcc2c(cclC)ne([nH]2)c3ccc(ce3)C(=0O)NCc4ccec(cd)F
Cclccec2cel[nH]c(n2)c3ccec(s3)cdccc(ccd)C(=0)NCCc5en(cn5)C
clcc(cc(cl)c2ceccece(c2)c3[nH]c4cec(ccan3)F)CNSCCN(CC5)c6ecc(cn6)C#N
clcc(ccclCN2CCCC2CN)c3ccec(ce3)c4[nH]c5ccc(ccon4)C(F)(F)F
clccc2c(cl)[nH]c(n2)c3ccec(c3)c4ccec(c4)CNCCNSCCNCCS

clcec2c¢(cl)C(NC2=0)CC(=0)Nc3ccce(cec3)caccec(cd)c5[nH]cbeec(ccon5)C(F)(F)F

CC(=0O)N(C)C1CCN(C1)Cc2cccc(c2)c3cec(ce3)c4[nH]c5ccc(cc5n4)F
Cclcccc2cl[nH]c(n2)c3ccecec(c3)cdcec(ccd)CNCCCN5CCCC5=0
Cclcccc2cl[nH]c(n2)c3cccec(c3)cdccec(c4)NC(=0)c5eeenc5C
CC(CN1CCN(CC1)C)C(=0O)Nc2ccce(cc2)c3ccec(ce3)c4[nH]c5cceee5n4
Cclccec2cl[nH]c(n2)c3ccce(s3)cdccec(c4)CNCCNC
clcc(ce(cl)NC(=0)CCc2ccenc2)c3ccec(s3)ca[nH]c5ccec(cc5n4)C(F)(F)F
clcc(ce(cl)c2[nH]c3cec(ce3n2)C(F)(F)F)cdcce(ccd4)NC(=0O)NCcheec(ce5)F
clccc2c(cl)[nH]c(n2)c3cce(cc3)NC(=0)C4CCCN(C4)CC5CC5
CN(CCNCclccce(ccl)c2cccec(c2)c3[nH]c4cceee4n3)S(=0)(=0)C
CC(CN1CCN(CC1)C)C(=0O)Nc2cccece(c2)c3ccec(ce3)c4[nH]c5ccecec5n4
Cclcccc2cl[nH]c(n2)c3ccec(s3)cdcccc(c4d)CN5CCCC(C5)0
Cnlcc(ncl)CCNC(=0)c2ccec(c2)c3cec(ce3)c4[nH]c5ccc(cecs5n4)F
clccc2c(cl)[nH]c(n2)c3cec(s3)c4cec(ccd)C(=0)NCCN5CCCC5
CS(=0)(=O)NCCCNCclccec(cl)c2ceccec(c2)c3[nH]c4ccc(ccan3)F
clccc2e(cl)[nH]c(n2)c3ccc(s3)cdcce(cc4)CNSCCN(CC5)Cebecench
clcc(ce(cl)c2ccec(c2)c3[nH]c4ccc(cc4n3)C(F)(F)F)CNCCNSCCNCC5
Cclcccc2cl[nH]c(n2)c3ccc(s3)cdccec(c4)CNSCCC(CC5)CO
CS(=0)(=O)NCCCNCclccc(cel)c2ceec(cc2)c3[nH]c4cce(ccan3)F
clcec2ce(cl)[nH]c(n2)c3cece(s3)cdcce(cc4)CNSCCCC5CN
Cclcccc2cel[nH]c(n2)c3ccc(ce3)cdccc(ccd)CNSCCC(CC5)C(=0)N
clccc2c(cl)[nH]c(n2)c3ccc(ce3)cdccec(c4)NC(=0O)Nce5cee(ce5)Cl
CCnlcc(cnl)CN2CCCC(C2)C(=0)Nc3ccc(cc3)ca[nH]c5ccececsn4
clcc(ccc1CN2CCCC2CN)c3ccec(ce3)c4[nH]c5ccc(ccon4)F
Cclc(sc(n1)C)CC(=0O)Nc2ccce(cec2)c3cccc(c3)ca[nH]c5cce(cc5n4)C(F)(F)F
clcc(ce(cl)c2[nH]c3cee(cec3n2)F)cdccc(cc4)NC(=0)CCchecench
Cclcccc2cl[nH]c(n2)c3cccc(c3)cdccc(ccd)CNCe5enn(n5)c6eceech
clcec2c(cl)[nH]c(n2)c3ccee(c3)cdccec(c4)NC(=0)c5csnn5
Cclceec(n1)CN2CCC(CC2)C(=0)Nc3ccec(ce3)c4[nH]c5ccecee5n4
clccc2c(cl)[nH]c(n2)c3ccc(ce3)cdccec(c4)C(=0O)NCCNSCCCC5
CCI1CN(CC(01)C)Cc2ccc(cc2)c3cccec(c3)ca[nH]c5cec(cchnd)F
clccc(ccl)n2nec(n2)CNCce3ccc(ce3)c4ccec(c4)c5[nH]c6ecc(ccbnb)F
clccc(ccl)CNCc2c(cee3c2ne([nH]3)c4ccec(c4)F)O
Cclccec2cl[nH]c(n2)c3ccc(ce3)caccec(c4)CNSCCCC5CN
clcc(ccclCNCCN2CCNCC2)c3ccece(s3)c4[nH]c5ccc(ces5n4)C(F)(F)F
clcc(ce(cl)c2[nH]c3cec(cec3n2)F)cdcce(cc4)CNSCCC(CC5)CO
CC(=CCN1CCC(CC1)C(=0O)Nc2cce(cc2)c3[nH]cdccececcan3)C
Cclccec2cl[nH]c(n2)c3ccc(ce3)cdccec(cd)NC(=0)c5ceec(c5)NC(=0)C
clccc2c(cl)[nH]c(n2)c3ccec(c3)cdccc(cc4)CNSCCN(CC5)cbecc(cn6)C#N
Cclcccc2cl[nH]c(n2)c3ccc(s3)cdccc(ccd)CNSCCC(CC5)C(=0)N
Cclccec(cl)NC(=0O)Nc2ccecece(c2)c3cec(ce3)cd[nH]c5ccec(ce5n4)C(F) (F)F
clcc(ce(cl)c2[nH]c3cec(cec3n2)F)cdccc(cc4)CNCCNSCCNCC5S
COclcee(ccl)OCC(=0)Nc2cc(cec2Cl)c3[nH]c4ccecec4n3
Cclcccc2cl[nH]c(n2)c3ccc(ce3)cadccec(c4)NC(=0)Cce5c[nH]cn5
clccc2c(cl)[nH]c(n2)c3cec(cec3)NC(=0)c4ccec(cd)S(=0)(=0)N5CCOCCS
Cclcccc2cl[nH]c(n2)c3ccec(c3)cdcec(ccd)NC(=0)C5CCCO5
Cclcccc2cl[nH]c(n2)c3ccec(s3)cdccec(ccd)C(=0)NCCN5CCCCh
clccc2ce(cl)[nH]c(n2)c3ccc(ce3)cdccc(ccd)CNSCCC(CC5)CO
clcee(ccl)C2CC2NC(=0)Nce3cccec(c3)cdccec(c4)c5[nH]c6eeceeens

6.01289
6.01331
6.01487
6.01502
6.01624
6.01669
6.01676
6.01676
6.01762
6.01802
6.01807
6.01839
6.01864
6.01887
6.01954
6.01972
6.02028
6.02101
6.02104

6.0241
6.02414
6.02457
6.02556
6.02596
6.02659
6.02781
6.02794
6.02798
6.02842
6.02903
6.02937
6.02962
6.03068
6.03246
6.03311
6.03335
6.03386

6.0351
6.03557
6.03592
6.03646
6.03685
6.03745
6.03761
6.03814
6.03886
6.04104
6.04108
6.04172
6.04204
6.04207
6.04221
6.04353
6.04389
6.04418
6.04452

6.0447
6.04542
6.04543
6.04654
6.04656
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538412
530422
530937
533561
542406
528308
540996
533795
525507
534644
534512
531178
534430
528052
538394
537570
525214
540598
540959
538267
529914
535355
530585
531875
531604
535610
533280
541939
533164
536200
532539
529835
541990
533710
532296
530193
533996
537177
530582
527387
529694
530925
527984
525383
540939
537238
532782
532910
525315
539376
537074
537745
541161
537229
539539
539781
537124
540113
528100
542384
535478

clcc(cc(cl)c2[nH]c3cee(cec3n2)F)cdccec(c4)NC(=0)Cc5ceen(=0)c5
clcc(ccc1CNCCCN2CCCC2=0)c3ccce(s3)c4[nH]c5cec(cc5nd)F
CC(=0)Nclccee(cl)C(=0)Nc2ccecec(c2)c3ccec(s3)ca[nH]c5cecc(cebnd)F
clccc2ce(cl)[nH]c(n2)c3cccec(c3)cdccc(cc4)NC(=0O)NCceheccc(ch)F
clcc(ce(cl)c2[nH]c3cec(cec3n2)F)cdccec(cc4)CNSCCN(CC5)cbencen6
clcc(ce(cl)c2eec(cc2)c3[nH]c4dccc(ccdan3)C(F)(F)F)CNCCN5SCCC(C5)N
clccc2ce(cl)[nH]c(n2)c3cc(cs3)cdccec(c4)CNSCCC(C5)N
CC(C)C(C(=0O)Nclcce(ccl)c2cecce(cc2)c3[nH]cdcece(ccan3)C(F)(F)F)NC(=0)C
Cclccec2cl[nH]c(n2)c3ccec(c3)cdcce(ccd)NC(=0)COc5ccecec5C(=0)N
clccc2c(cl)[nH]c(n2)c3cec(ce3)cdccec(c4)CNSCCCCCh
clcc(ce(cl)NC(=0)Nc2ccece(c(c2)Cl)Cl)c3ccc(ce3)ca[nH]c5cec(cc5nd)C(F)(F)F
Cclc(snnl)C(=0O)Nc2ccec(c2)c3cec(s3)c4[nH]c5ccc(ccon4)F
Cclcccc2cl[nH]c(n2)c3ccce(s3)caccc(ccd)NC(=O)NCce5ceec(c5)F
Cclc(snnl)C(=0O)Nc2ccec(c2)c3ccc(s3)c4[nH]c5ceceecs5n4
clcc(ce(cl)c2[nH]c3cce(cec3n2)F)cdccec(c4)C(=0)N5SCCCCC5CN6CCC(C6)0
clcc(ce(cl)c2[nH]c3cee(ce3n2)C(F)(F)F)cdcce(ccd)NC(=0)Cc5cecen(=0)c5
CS(=0)(=O)NCCCNCclccce(cl)c2cecec(s2)c3[nH]c4ccc(ccan3)C(F)(F)F
clcc(ce(cl)c2[nH]c3ccee(ce3n2)F)cdccc(ccd)CNSCCC(CC5)C(=0O)N
Cclcccc2cel[nH]e(n2)c3ccec(s3)cdccec(c4)C(=0)NCCchen(cn5)C
CC1CN(CC(01)C)Cc2ccc(cc2)c3cec(s3)ca[nH]c5ccc(cchn4)F
Cclcccc2cl[nH]c(n2)c3ccc(ce3)cdccc(ccd)NC(=0O)NC5CChcbeccech
Cclcccc2cl[nH]c(n2)c3ccc(ce3)caccec(c4)NC(=0)c5ennbécs5ncect
CnlcncclC(=0)Nc2ccec(c2)c3cec(s3)cd[nH]c5cce(ce5nd)F
Cclc(snnl)C(=0O)Nc2ccee(c2)c3cec(ce3)c4[nH]c5cceees5n4
clccc2c(cl)[nH]c(n2)c3ccc(s3)c4ccec(c4)CNSCCCCCh
clccc2c(cl)[nH]c(n2)c3ccc(s3)c4cec(cc4)CNCC5CCCO5
clcc(ce(cl)c2[nH]c3ccc(cec3n2)F)cdccc(cc4)CNSCCCC(C5)0
clcc(ce(cl)c2[nH]c3cec(cec3n2)F)cdccec(c4)NC(=0)CNceheee(ce5)C(=0)N
Cclcccc2cl[nH]c(n2)c3ccec(s3)cdccec(c4)CNSCCCC5CN
clcce(ce(cl)NC(=0)CCc2ccenc2)c3ccc(cc3)cd[nH]c5cec(ce5n4)C(F)(F)F
Cnlcc(ncl)CCNC(=0)c2ccce(cc2)c3cec(ce3)c4[nH]c5ccc(cec5n4)F
CS(=0)(=0)clcceccclCNC(=0)c2ccece(cc2)c3cccc(c3)c4[nH]c5ccc(ce5n4)C(F)(F)F
clcc(ce(cl)c2[nH]c3ccc(ce3n2)F)cdccc(ccd)NC(=0)c5ceec(c5)C(=0)N
CCCCOclcce(ccl)c2[nH]c3cceec3n2
CNCCNCclcce(ccl)c2ceec(s2)c3[nH]cdccececcdn3
Cclcccc2cel[nH]c(n2)c3ccc(cc3)cdcce(ccd)CNSCCN(CCE5)CCCH#N
clcc(ce(cl)c2[nH]c3ccec(cec3n2)C(F)(F)F)cdcec(cc4)CNCCNSCCNCC5
Cclcccc2cl[nH]e(n2)c3ccc(cc3)cdccec(c4)NC(=0)c5enen5C
clcec2c(cl)[nH]c(n2)c3cce(s3)cdccec(c4)CNCCCN5CCCC5=0
clcc(cc(cl)c2[nH]c3cee(cec3n2)C(F)(F)F)cdcce(ccd)NC(=0)CNC(=0)c5cec(cc5)0
clccc2ce(cl)[nH]c(n2)c3ccec(c3)cdccec(c4)CNCC5CCCO5
Cclcccc2cel[nH]c(n2)c3cec(ce3)caccc(ccd)CN5CCCC(C5)0
Cclcccc2cel[nH]c(n2)c3ccc(s3)c4ccc(ccd)CNSCCN(CC5)CCOoC
CnlcncclC(=0)Nc2cec(cc2)c3ccecec(c3)ca[nH]c5cec(cc5n4)C(F)(F)F
CCI1CN(CC(01)C)Cc2cccc(c2)c3cec(ce3)ca[nH]c5ceeec5n4
Cclcccc2cl[nH]c(n2)c3ccec(c3)cdccc(ccd)NC(=0)c5ecc(=0)[nH]n5
clce(ccc1CN2CCN(CC2)c3cec(cn3)C#N)cdccec(s4)c5[nH]c6cec(ccbn5)F
clcc(ccele2cecce(s2)c3[nH]c4ccee(cc4n3)C(F)(F)F)NC(=0)c5ccocs
CS(=0)(=O)NCCCNCclccc(ccl)c2cecee(c2)c3[nH]cdcce(ccan3)C(F)(F)F
CnlcncclC(=0)Nc2ccec(c2)c3ccece(ce3)c4[nH]c5cececec5n4
clcc(cccICN2CCCC(C2)0)c3ccec(ce3)ca[nH]c5ccc(cchnd)F
clcc(ce(cl)c2ccec(c2)c3[nH]cdccc(ccan3)F)CNSCCC(CC5)C(=0)N
Cclcccc2cl[nH]c(n2)c3ccec(c3)caccc(ccd)CNSCCC(CC5)C(=0)N
Cclcccc2cl[nH]c(n2)c3ccc(ce3)caccec(cd)NC(=O)NCc5ceec(c5)F
COCclccc(01)CN2CCC(CC2)C(=0)Nc3ccece(cec3)cd[nH]c5ccecec5n4
COC(=0O)clccc2ce(cl)[nH]c(n2)c3ccc(ce3)C(=0)NCc4accce(c(c4)ClCl
clcc(cccICN2CCCC(C2)0)c3ccec(s3)c4[nH]c5ccc(ce5n4)F
clcc(ccc1CN2CCC(CC2)CO)c3ccece(s3)c4[nH]c5cec(cesnd)F
clcc(ccclCNCCN2CCNCC2)c3ccec(ce3)c4[nH]c5ccc(ccon4)F
clccc2c(cl)[nH]c(n2)c3ccec(c3)cdccc(cc4)CNSCCC(CE5)N
clcec2c(cl)[nH]c(n2)c3cc(cs3)cdccec(c4)CNSCCCCCh

6.04699
6.04774

6.0479
6.04866
6.04901
6.04908

6.0497
6.05106

6.0511

6.0511

6.0511

6.0513
6.05208
6.05316
6.05446
6.05466
6.05554
6.05624
6.05679
6.05737
6.05737
6.05934

6.0596
6.06073
6.06087
6.06091
6.06149
6.06189
6.06196
6.06222
6.06258
6.06271
6.06279
6.06285

6.0632
6.06336
6.06462
6.06501
6.06585
6.06591
6.06592
6.06599
6.06621
6.06663

6.0672
6.06724
6.06835
6.06841
6.06852
6.06856
6.06879
6.06892
6.06911
6.06912
6.06922
6.06964
6.07006
6.07048
6.07081
6.07118
6.07161
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538012
538748
540292
529777
525823
526142
531642
538223
535298
538560
536585
540686
541321
525422
539568
531595
538597
527515
536358
538925
536030
538673
538543
531810
527464
534070
533998
538788
531594
537523
533542
541523
536384
536285
525779
541772
542119
526416
539725
530273
537940
535960
537081
529819
533299
537103
526272
538470
535301
535593
542664
543103
540945
534623
529269
524736
539311
542242
524977
532453
530277

CCOC(=0)clccc2c(cl)nc([nH]2)c3cec(ce3)C(=0)NCc4ccec(ccd)C(C)(C)C
clcc(ccclCN2CCC(CC2)CO)c3ccec(ce3)c4[nH]c5ccc(ce5n4)F
clcc(ce(cl)c2ccec(c2)c3[nH]cdccc(cc4n3)F)CNCCNSCCNCCS
CCN(CC(C)0O)C(=0)clccec(ccl)c2ecc(cc2)c3[nH]c4c(cceean3)C
CC(C)(C)cleee(ccl)CNC(=0)c2ccec(cc2)c3[nH]c4cec(cc4an3)C(C)(C)C
Cnlc(ccnl)C(=0O)NCCNCc2cccece(c2)c3cc(sc3)c4[nH]c5ccecec5n4
Cclcccc2cl[nH]c(n2)c3ccec(ce3)cdccec(c4)CNCCCN5CCCC5=0
Cclcccc2cl[nH]c(n2)c3ccc(ce3)cdccec(c4)NC(=0)c5eences
clccc2c(cl)[nH]c(n2)c3cec(ce3)cdcec(cc4d)CNSCCCC(C5)0
clccc2c(cl)[nH]c(n2)c3cec(cec3)NC(=0)C4CCN(CC4)Cchcec(ceh)F
Cclc(snnl)C(=0)Nc2ccc(cc2)c3cccc(c3)cd[nH]c5ccc(cc5n4)C(F)(F)F
CnlcccclC(=0)C(=0)Nc2ccc(cc2)c3cec(ce3)c4[nH]c5ccc(cehn4)F
Cclcccc2cl[nH]c(n2)c3ccec(s3)cdccec(c4)NC(=0)CCce5c[nH]en5
CC(CN1CCN(CC1)C)C(=0)Nc2ccce(cec2)c3cec(sc3)c4[nH]cbececec5n4
COclccce(cl)c2ec([nH]N2)C(=0)Nc3cccdce(c3)nc([nH]4)c5cececs
COclccc2c(cl)ee([nH]2)C(=0)Nc3ccecdc(c3)nc([nH]4)c5cceec5
Cclccec2cl[nH]c(n2)c3cccec(c3)cdccec(cd)C(=O)NCCN5CCCC5
Cclenc(cnl)C(=0)Nc2ccc(cc2)c3cccc(c3)c4[nH]c5cceecsn4
clcc(ce(cl)c2[nH]c3ccec(ce3n2)C(F)(F)F)c4cee(cc4)CNSCCCC5CN
CN1CCN(CC1)CC(=0O)Nc2ccce(cec2)c3cccc(c3)ca[nH]c5ccc(cehn4)F
CNCCNCclccece(cl)c2cecec(s2)c3[nH]c4ccececdn3
Cclcccc2cl[nH]c(n2)c3ccce(s3)caccc(ccd)CNSCCCC(Ch)0
clcec2c(cl)[nH]c(n2)c3cec(ce3)cdcecee(c4)CNSCCC(C5)N
clce(ce(cl)c2[nH]c3ccec(ce3n2)C(F)(F)F)cdcce(cc4)NC(=O)c5ccoch
Cclccec2cl[nH]c(n2)c3cccec(c3)cdccc(cc4d)NC(=0)C5CCN(CC5)C
clccc2c(cl)[nH]c(n2)c3ccec(c3)cdccec(c4)CN5SCCCCCh
Cclc(sc(n1)C)CC(=0O)Nc2ccec(c2)c3cccc(c3)ca[nH]c5cce(cchn4)C(F)(F)F
CC(CN(C)C)C(=0)Nclccece(cl)c2ecec(c2)c3[nH]c4ccc(ccan3)F
Cclcccc2cl[nH]c(n2)c3ccc(ce3)caccc(ccd)NC(=0O)Nce5cece(c(c5)CICl
Cclcccc2cl[nH]c(n2)c3ccc(s3)cdccec(c4)NC(=O)CNSCCN(CC5)C
Cclc(snnl)C(=0O)Nc2cce(cc2)c3ccce(s3)c4[nH]c5ceceecs5n4
CNCCNCclccec(cl)c2cecece(s2)c3[nH]c4cec(ccan3)C(F)(F)F
Cclcccc2cel[nH]c(n2)c3cccec(c3)cdcee(ccd)CNSCCN(CC5)CCO
clccc(ccl)CNCc2ccec(c2)c3ccec(ce3)c4[nH]c5ceececc5n4
CCC(C)NC(=O)Nclcce(ccl)c2cecce(c2)c3[nH]c4ccececcdn3
CN(C)CCCN1CCN(CC1)Cc2ccc(cc2)c3ccec(s3)ca[nH]c5ceceecs5n4
Cclcccc2cl[nH]c(n2)c3ccc(cc3)cdccc(ccd)NC(=0)C(=0)c5ccen5C
CC(C)(C)cleee(ccl)CNC(=0)c2ccc(cc2)c3[nH]c4cc(ceean3)Cl
Cclcccc2cl[nH]c(n2)c3ccec(c3)cdccc(ccd)CNCC#HC
clccc(ccl)CNCc2cccc(c2)c3cec(s3)c4[nH]c5cceecs5n4
CnlcncclC(=0)Nc2ccc(cc2)c3ccecc(c3)c4[nH]c5cec(ce5nd)F
Cclcccc2cl[nH]c(n2)c3ccece(ce3)cdcee(ccd)CN5CCOCCS
CN1CCC(CC1)C(=0)Nc2cce(cc)c3cec(s3)c4[nH]cbecececsn4
COclccc(ccl)CNCc2ccec(c2)c3ccc(s3)c4[nH]c5ecececsn4
Cclcccc2cl[nH]c(n2)c3ccc(ce3)cdccc(ccd)CNSCCCC5CN
CC(=0)Ncl1ncc(s1)C(=0)Nc2ccec(c2)c3ccecec(c3)c4[nH]c5cecec5n4

clce(cccICN2CCN(CC2)c3ccec(cn3)C#N)c4ccce(s4)c5[nH]c6ece(ceon5)C(F)(F)F

clccc2c(cl)[nH]c(n2)c3cce(cc3)NC(=0)cdcce(cncd)Br
clccc2c(cl)[nH]c(n2)c3ccec(c3)cdcce(cc4d)CNSCCC(CC5)CO
clcc(ce(cl)c2ecec(c2)c3[nH]cdccc(cc4n3)F)CNSCCCC5CN
Cclcccc2cl[nH]c(n2)c3ccc(s3)cacec(ccd)CNSCCC(CC5)CO
CS(=0)(=O)NCCCNCclccc(cel)c2cecec(s2)c3[nH]c4cce(ccan3)F
clcc(ccclCN2CCC(CC2)C(=0)N)c3ccec(ce3)cd[nH]c5ccc(ce5n4)F

CS(=0)(=0)clccccclCNC(=0)c2ccec(c2)c3cec(ce3)c4[nH]c5ccc(ce5n4)C(F)(F)F

CCC(C)NC(=0O)Nclccee(cl)c2cecee(c2)c3[nH]c4c(ccee4n3)C
clccc(cecl)c2cecec(cc2)c3[nH]c4cceec4n3
Cclccec2cl[nH]c(n2)c3ccce(ce3)cdcec(ccd)CN5CCCCC5CO
CC(CN1CCN(CC1)C)C(=0O)Nc2ccece(c2)c3cec(ce3)c4[nH]c5eee(cecs5n4)F
Cclcc2c(cclC)ne([nH]2)c3ccc(ce3)C(=0)NCcaccec(cd)C(F)(F)F
clcc(ce(cl)NC(=0)Cc2c[nH]cn2)c3ccc(cc3)c4[nH]c5cec(cehnd)F
C#CCCC(=0)Nclccec(cl)c2eccc(c2)c3[nH]c4cce(ccan3)C(F)(F)F

6.07207
6.07329
6.07457
6.07555
6.07578
6.07584
6.07585
6.07611
6.07653
6.07661

6.0767
6.07687
6.07696
6.07703
6.07758
6.07875
6.07929
6.07951
6.07955

6.0798

6.0809
6.08092
6.08104
6.08121

6.0816
6.08189

6.0823
6.08318

6.0832
6.08322
6.08373
6.08456

6.0846
6.08509
6.08565
6.08598
6.08652
6.08687
6.08704
6.08723
6.08724
6.08734
6.08808
6.08821
6.08899
6.08916
6.08924
6.08962
6.08995
6.09004
6.09025
6.09077
6.09181
6.09182
6.09199
6.09204
6.09277
6.09293
6.09325
6.09348
6.09405
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537239
527177
539071
541664
532061
539322
538503
532629
536202
542877
536795
527875
530451
524774
542252
535285
539845
536208
536825
531580
541032
536885
535840
525490
531085
530246
529603
528558
542059
536696
541959
541060
525683
534278
529795
534954
539401
538301
539482
529202
531237
538426
537545
538631
542078
526194
540012
525699
535250
530869
526757
542429
525977
526320
542279
530323
529711
533133
531012
542180
537015

CS(=0)(=O)NCCCNCc1lccc(cel)c2cececec(c2)c3[nH]c4cce(ccan3)F
CCnlcc(c(n1)C)CN2CCCC(C2)C(=0)Nc3ccece(ce3)c4[nH]c5cceec5n4
clcc(ce(cl)c2[nH]c3ccc(ce3n2)C(F)(F)F)c4cce(cc4)NC(=0)c5esnnbs
clccc2c(cl)[nH]c(n2)c3cec(cc3)NC(=0)c4cce(c(c4)N(=0)=0)CI
COclccece(cl)C(=0)Nc2ccec(cc2)c3[nH]c4cceec4n3
CC(C)(C)cleec2e(cl)ne([nH]2)c3cce(ce3)C(=0)NCCCce4cccecd
clcc(cccINC(=0O)Nc2[nH]c3cce(ce3n2)N(=0)=0)Cl
CC(CN(C)C)C(=0O)Nclccee(cl)c2cee(s2)c3[nH]c4dcee(cc4n3)F
Cclccec2cl[nH]c(n2)c3ccec(cc3)cdccec(c4)NC(=0)Nc5eesch
CC(C)NCclcccece(cl)c2ccec(c2)c3[nH]c4cceec4n3
clccc2e(cl)[nH]c(n2)c3cc(cs3)cdccc(cc4)NC(=0)Nce5cee(ce5)Cl
CC(C1CCCCN1C(=0)c2cccec(c2)c3ccec(s3)ca[nH]c5ceceecs5n4)0
Cclcccc2cl[nH]c(n2)c3ccc(cc3)cdccec(c4)CNCCNC
clcc(ce(cl)c2[nH]c3cce(cec3n2)F)cdccc(ccd)NC(=0)Ce5c[nH]cn5
CnlcncclC(=0)Nc2ccec(c2)c3ccec(s3)cd[nH]c5cceec5n4
clcec2ce(cl)[nH]c(n2)c3cce(cec3)NC(=0)cacec(c(c4)N(=0)=0)N5CCOCC5
clcc(ccc1CN2CCCC2CN)c3ccec(s3)c4[nH]c5cec(cecs5n4)C(F)(F)F
Cclcccc2cel[nH]c(n2)c3cccec(c3)cdccc(ccd)NC(=0)Cc5eeeen5
CC(CN1CCN(CC1)C)C(=0)Nc2cce(cc2)c3ccc(ce3d)c4[nH]c5ecc(cchnd)F
CN1CCC(CC1)C(=0)Nc2ccce(cc2)c3ccec(c3)c4[nH]c5ccc(cchn4)F
clcec2c(cl)[nH]c(n2)c3ccec(c3)cdccec(c4)CNSCCC(C5)N
Cclcec2c(c1C)[nH]c(n2)c3ccc(ce3)C(=0)NCc4ccc(c(c4)Ch)Cl
Cclcccc2cl[nH]c(n2)c3ccec(c3)cdccec(c4)NC(=0)c5ece(=0)[nH]n5
clcec2ce(cl)[nH]c(n2)c3cce(s3)cdcce(cc4)NC(=0)c5cences
Cclcccc2cl[nH]c(n2)c3cccec(c3)cdccc(ccd)NC(=0)c5ceec(c5)NC(=0)C
clcc(ce(cl)c2[nH]c3ccec(ce3n2)F)cdccec(c4)NC(=0)c5esnn5
Cclcccc2cel[nH]c(n2)c3ccc(ce3)caccec(c4)NCehen6eecencbn5s
clcc(cccle2[nH]c3cc(cce3n2)NC(=0)cdccc(cc4)Br)NC(=0)c5ecc(ces)Br
clcce(c(c1)C(=0O)N)OCC(=0)Nc2ccece(c2)c3ccc(ce3d)cd[nH]cbececec5n4
CN(CCN)Cclcccc(cl)c2cccec(c2)c3[nH]c4ccc(ccan3)F
CnlcccclC(=0)C(=0)Nc2ccece(c2)c3ccc(ce3)cd[nH]c5ccc(cecs5n4)C(F)(F)F
clcec2ce(cl)[nH]c(n2)c3cc(ccec3CI)NC(=0)cdccc(o4)c5cec(ce5)Cl
Cclcccc2cl[nH]c(n2)c3ccec(cec3)cdcee(ccd)NC(=0O)CNSCCN(CC5)C
clcc(ce(cl)c2[nH]c3cee(ce3n2)C(F)(F)F)cdccee(c4)NC(=0)Cchceen(=0)c5
clccc(ccl)c2eec(cc2)CNCCCNe3[nH]c4cceecc4n3
clcc(ce(cl)c2cec(cc2)c3[nH]cdccc(cc4n3)F)CNSCCCC(C5)0
clcc(ccclCNCCN2CCNCC2)c3ccece(s3)c4[nH]c5ccc(cc5n4)F
clccc2c(cl)[nH]c(n2)c3ccec(c3)cdccec(c4)CNSCCCCC5CO
clcec2ce(cl)[nH]c(n2)c3cee(s3)cdccec(c4)NC(=0)c5cences
clcc(ce(cl)c2cec(cc2)c3[nH]cdcec(ccd4n3)C(F)(F)F)CNSCCCC5CN
Cclcccc2cl[nH]c(n2)c3ccec(cc3)cdccec(c4)NC(=0O)NCc5ceeech
clcc(ce(cl)c2[nH]c3cee(cec3n2)F)cdccec(c4)NC(=0)Cc5c[nH]cn5
clcc(ce(cl)C(F)(F)F)CNC(=0)c2ccc(cc2)c3[nH]c4cc(c(ccan3)F)F
COclccc(cclC(=0)Nc2ccec(cc2)c3[nH]cdccceccan3)Cl
clcc(ce(cl)c2[nH]c3ccec(ce3n2)F)cdccc(ccd)C(=O)NCCN5CCCC5
CC(CN(C)C)C(=0)Nclcce(ccl)c2cec(cc2)c3[nH]cdccc(ccan3)F
clce(ce(cl)NC(=0)Cc2c[nH]cn2)c3ccce(s3)c4[nH]c5cece(ce5n4)C(F)(F)F
Cclcccc2cl[nH]c(n2)c3ccce(s3)cdccec(c4)CNSCCC(C5)N
Cclcc2c(cclC)ne([nH]2)c3ccece(ce3)C(=0)NCc4ccec(ccd)C(C)(C)C
CNCCNCclccc(ccl)c2ceec(s2)c3[nH]c4cce(ccan3)F
clcc(ce(cl)F)CNC(=0)Nc2ccec(cc2)c3ccec(c3)c4[nH]c5ccc(ccon4)F
Cclenc(cnl)C(=0)Nc2ccec(c2)c3cccec(c3)cd[nH]c5ccc(cc5nd)F
clcee(ccl)c2[nH]e3cec(cec3n2)NC(=0)c4cc(n[nH]4)c5cccbe(c5)0OCCO6
clce(ce(cl)F)CNC(=0)Nc2ccece(cec2)c3ccec(ce3)c4[nH]c5ccc(cecs5n4)C(F)(F)F
Cclcccc2cl[nH]c(n2)c3ccece(s3)cdcec(ccd)NC(=O)NCc5cceecs
clccc2c(cl)[nH]c(n2)c3ccec(c3)cdcee(cc4)CNC5CCOCCS
clccc2c(cl)[nH]c(n2)c3ccc(ce3)cdccc(cc4)CNSCCC(CC5)CCO
Cclccec2cl[nH]c(n2)c3ccec(c3)cdccec(c4)CNSCCCC5CN
Cclcccc2cl[nH]c(n2)c3ccc(s3)caccec(c4)NC(=0)c5eecec(c5)NC(=0)C
clcc(ce(cl)F)CNC(=0)Nc2ccece(c2)c3ccc(ce3)c4[nH]c5ccc(ccs5n4)C(F)(F)F
CCNC(=0)Nclccece(cl)c2cec(s2)c3[nH]c4c(cececcdn3)C

6.09451
6.09562
6.0958
6.0959
6.09593
6.09622
6.09634
6.09637
6.09741
6.09749
6.09762
6.09797
6.09824
6.09851
6.09932
6.09995
6.10007
6.10086
6.10132
6.10153
6.10246
6.10252
6.10268
6.10273
6.10288
6.10364
6.10398
6.10444
6.10481
6.10493
6.10495
6.10499
6.10506
6.10581
6.10602
6.10807
6.10863
6.10867
6.10887
6.109
6.10934
6.10948
6.10989
6.11118
6.11142
6.11167
6.11203
6.11205
6.11237
6.11238
6.11261
6.1131
6.1143
6.11433
6.11446
6.11464
6.11485
6.115
6.11516
6.11551
6.11568
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539014
525376
534059
527333
540572
529221
526749
540834
535047
525102
541020
537500
525757
529187
541201
528280
539514
530493
532335
536482
527350
536979
526205
535327
537844
530412
528700
525971
539903
533948
529573
533565
536794
526324
542870
526754
524567
537386
533963
525473
528065
527219
527714
534124
537505
531376
530875
540830
528638
530413
535116
535505
525600
526354
527231
539110
534036
524972
525203
537586
529525

Cclc(snnl)C(=0O)Nc2ccc(cc2)c3cccc(c3)c4[nH]c5cce(cc5n4)F
CN(C)CCNCclccece(cl)c2ceec(c2)c3[nH]c4cceecc4n3
Cclcccc2cl[nH]c(n2)c3ccec(c3)cdccec(c4)CNCCNC
CC(=0)Nclccee(cl)C(=0)Nc2ccec(c2)c3cec(ce3d)c4[nH]cbecc(cc5n4)F
COclccce(ccl)NC(=0O)Nc2cec(cc2)c3cceec(c3)c4[nH]c5ceececs5n4
clcec(ccl)CN2CCCN(CC2)c3ccc4c(c3)CCN(CC4)Cehecec(ccs)c6[nH]cenb
CC(=0)0Oclcce(cclOC)C(=0)Nc2ccec(c2)c3[nH]cdccecec4n3
CC(C)NCclcccece(cl)c2ccece(cc2)c3[nH]cdccecec4n3
COCCNI1CCN(CC1)Cc2cccc(c2)c3cec(ce3)cd[nH]c5ceceecs5n4
Cclnc(n(n1)CC(=0)Nc2cccece(c2)c3ccec(c3)cd[nH]c5cec(ce5n4)C(F)(F)F)C
Cclccc2ce(cl)ne([nH]2)c3ccc(cec3)NC(=0)cdccc(c(c4)OC)0C
clccc2e(cl)[nH]c(n2)c3cec(ce3)cdccec(c4)NC(=0)Cehc[nH]cn5
Cclcccc2cl[nH]c(n2)c3ccce(s3)cdccec(c4)NC(=0)C(C(C)C)NC(=0)C
Cclcccc2cl[nH]c(n2)c3ccec(c3)cdccc(ccd)CNSCCCC5CN
Cclcccc2cl[nH]c(n2)c3ccece(s3)cdccec(c4)NC(=O)NCc5ceec(c5)F
clccc2ce(cl)[nH]c(n2)c3cce(s3)cdccee(c4)CNSCCN(CC5)CCC#N
clccc2ce(cl)[nH]c(n2)c3ccc(s3)c4ccec(c4)NC(=0)CCc5c[nH]cn5
clcc(cc(cl)c2[nH]c3cec(cec3n2)F)cdcec(cc4d)CNSCCC(C5)N
Cclcccc2cl[nH]c(n2)c3ccec(s3)cdccec(c4)CNSCC(OC(C5)C)C
CCNC(=0)Nclccce(ccl)c2ccec(c2)c3[nH]c4c(ccecc4n3)C
Cclcccc2cl[nH]c(n2)c3ccec(c3)cdccec(c4)NC(=0)Cc5e(nc(s5)C)C
Cclcccc2cl[nH]c(n2)c3ccec(c3)cdccc(ccd)NC(=O)NC(C)C
clcec2ce(cl)[nH]c(n2)c3ccee(cec3)NC(=0)COc4ccec(c4)N(=0)=0
CclccecclOCC(=0)Nc2ccece(cc2)c3[nH]c4cc5ceccec5cc4n3
clce(ce(cl)C(=O)NCCN2CCCC2)c3ccc(ce3)cd[nH]c5cce(ce5n4)C(F)(F)F
clcc(ccele2cecce(s2)c3[nH]c4ccce(ccdan3)C(F)(F)F)C(=O)NCCN5CCCC5
CC(C)CN(C)Cclccc(ccl)c2ecc(s2)c3[nH]c4ccecc4n3
Cclcccc2cl[nH]c(n2)c3ccc(cc3)caccc(ccd)CNCehece(ceh)S(=0)(=0)C
clcc(ce(cl)c2[nH]c3ccc(cec3n2)F)cdcec(cc4)CNSCCCC5CN
Cclcccc2cl[nH]c(n2)c3ccc(s3)cdccc(ccd)CNCe5ecec(c5)N
CN(C)CCN(C)Cclccce(cecl)c2eccee(c2)c3[nH]c4cceec4n3
Cclcccc2cl[nH]c(n2)c3ccece(s3)cdccc(ccd)CNSCCN(CC5)c6encen6
Cclccec2cl[nH]c(n2)c3ccec(c3)cdccc(ccd)C(=0O)NCc5cececec5S(=0)(=0)C
clccc2c(cl)[nH]c(n2)c3cec(ce3)cdcee(ccd)CNSCCCCCh
Cclcccc2cel[nH]c(n2)c3ccec(s3)cdccc(ccd)CNCCCNSCCCC5=0
clccc2e(cl)[nH]c(n2)c3ccec(cec3)NC(=0)c4cce(cecd)S(=0)(=0)N5SCCCCCh
clccc2c(cl)[nH]c(n2)c3ccec(c3)cdccc(cc4d)CNSCCN(CC5)CCO
Cclcccc2cl[nH]c(n2)c3ccec(s3)cdccec(c4)NC(=0)C(C)CNSCCN(CC5)C
Cclcccc2cl[nH]c(n2)c3ccec(ce3)cdcec(ccd)NC(=0O)C5CCN(CC5)C
clcc(cc(cl)c2cecec(s2)c3[nH]c4cec(cc4an3)C(F)(F)F)CNSCCCC5CN
CC(CN(C)C)C(=0O)Nclcce(ccl)c2ceece(cec2)c3[nH]cdcce(cc4n3)C(F)(F)F
clcc(cc(cl)c2[nH]c3cee(cec3n2)C(F)(F)F)cdcce(ccd)NC(=0)Nce5ceee(c(c5)ClCl
Cclcccc2cl[nH]c(n2)c3ccc(cc3)cdccec(c4)NC(=0)Ne5eecbe(c5)0CO6
C#CCNCclccce(ccl)c2cee(s2)c3[nH]cdccc(cc4n3)C(F)(F)F
clcc(ce(cl)c2cec(ce2)c3[nH]c4ccc(cc4n3)C(F)(F)F)CNSCCN(CC5)CCC#N
CC(CN(C)C)C(=0)Nclccee(cl)c2cec(s2)c3[nH]cdcceecdn3
clcec2ce(cl)[nH]c(n2)c3ccce(s3)cdcce(cc4d)CNSCCC(C5)N
Cclcccc2cl[nH]c(n2)c3cccec(c3)cdccec(c4)CNCCCN5CCCC5=0
clccc2ce(cl)[nH]c(n2)c3ccee(cec3)NC(=0)c4ccec(cd)S(=0)(=0O)N5CCCC5
CNCCNCclccec(cl)c2cecece(cc2)c3[nH]c4ccececcdn3
clccc2ce(cl)[nH]c(n2)c3cec(s3)c4cec(cc4)CNSCCCCCh
clcc(ce(cl)c2[nH]c3cec(ce3n2)C(F)(F)F)cdcce(ccd)NC(=0)Ccehe[nH]en5
CC(C1CCCCN1C(=0)c2ccec(c2)c3ccec(cc3)ca[nH]c5cec(cc5n4)F)O
Cclcc(cc(clCl)C)OCC(=0)Nc2cec(cc2)c3[nH]c4cccecdn3
clcec2ce(cl)[nH]c(n2)c3ccec(c3)cdccec(c4)NC(=0)c5ecocs
Cclcccc2cl[nH]c(n2)c3ccc(s3)cdccec(c4)CNCce5cccecs
CN1CCN(CC1)CC(=0O)Nc2cccece(c2)c3cecc(c3)ca[nH]c5ccc(ce5nd)F
clccc2c(cl)CCN2S(=0)(=0)c3ccc(cc3)C(=0)Nc4dccc(ced)c5[nH]cbececeecbns
CC(CN(C)C)C(=0)Nclccce(ccl)c2cec(cc2)c3[nH]cdcceecc4n3
CCOC(=0O)NCC(=0O)Nclccec(cl)c2ceccec(c2)c3[nH]c4c(ccece4n3)C
Cclcccc2cl[nH]c(n2)c3ccc(ce3)cdccec(c4)NC(=0)C(C)CNSCCN(CC5)C

6.11569
6.11589
6.11591
6.11685
6.11708
6.11795
6.118
6.11846
6.11859
6.11862
6.11875
6.11876
6.11899
6.11909
6.11938
6.1197
6.11975
6.11982
6.12077
6.12143
6.12211
6.12265
6.12273
6.1233
6.12363
6.12372
6.1239
6.12391
6.12409
6.12437
6.12449
6.12469
6.12507
6.12513
6.12527
6.12572
6.12579
6.12615
6.12629
6.12639
6.12654
6.12725
6.1279
6.12821
6.12837
6.12882
6.12891
6.12903
6.12905
6.1291
6.12951
6.1296
6.12971
6.12985
6.13008
6.1301
6.13017
6.13029
6.13035
6.13087
6.13108
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542478
533381
536808
533628
538105
528769
529723
536635
526478
537918
539772
530022
532790
535042
532478
531703
527220
534306
534769
535712
526733
540647
535709
530052
532587
541019
537876
526251
527684
536771
532477
532055
532342
534751
532601
540973
532973
529133
533593
536070
528800
530671
540709
531070
529562
541395
529450
533604
529545
538319
541686
542550
532394
525394
542239
531788
540938
532338
536443
525456
529927

clcc(cc(cl)c2[nH]c3cec(cec3n2)F)cdccc(cc4)NC(=0O)Ne5cee(c(c5F)F)F
Cclccec2cl[nH]c(n2)c3ccec(s3)c4cec(cc4)CNCC5CCCO5
COC(=0)C(clcee(ccl)O)NC(=0)c2ccc(cc2)c3cec(s3)c4[nH]c5ceeec5n4
Cclcccc2cl[nH]c(n2)c3cccec(c3)caccec(cd)NC(=0)CCC#C
CC(=0O)Nc1nc(cs1)C(=0O)Nc2ccee(c2)c3cecdc(c3)cnndCC5CC5
CnlcncclC(=0)Nc2ccec(c2)c3ccec(ce3)ca[nH]c5cec(cc5nd)F
clcec(ccl)NC(=0O)Nc2cec(cc2)c3ccecce(c3)cd[nH]c5cce(ce5n4)C(F)(F)F
CNclccee(ccl)CNCc2cccec(c2)c3ccc(s3)c4[nH]c5cceees5n4
clcc(ce(cl)c2eec(cec2)c3[nH]c4ccc(cc4n3)F)CNCCNSCCC(C5)N
Cclcccc2cl[nH]c(n2)c3ccece(s3)cdccec(c4)NC(=0)COc5ececec5C(=0)N
Cclcccc2cl[nH]c(n2)c3cccc(c3)cadccc(ccd)NC(=0)cheeencs5C
CC(C)(C)clceec2e(cl)ne([nH]2)c3ccce(ce3)C(=0)NCc4accece(c4)C(F)(F)F
Cclcccc2cl[nH]c(n2)c3ccec(c3)cdcccc(cd)CNCCce5eeen5C
Cclcc(onl)CNC(=0)c2ccc(cc2)c3ccec(s3)ca[nH]c5cec(cc5nd)C(F)(F)F
Cclcccc2cl[nH]c(n2)c3ccce(s3)cdccc(ccd)CNCCNC
clcc(ccele2cecc(cc2)NC(=0)Cce3c[nH]cn3)c4[nH]c5ccc(cc5n4)F
Cclcccc2cl[nH]c(n2)c3ccce(s3)cdccec(cc4d)NC(=0)C(C)CNS5CCN(CC5)C
Cclcccc2cel[nH]c(n2)c3ccec(ce3)cdccec(c4)CNSCCN(CC5)CCO
clccc2ce(cl)[nH]c(n2)c3cec(cc3)NC(=0)cdcc(c(ncd)ChCI
clccc2c(cl)[nH]c(n2)c3ccec(c3)cdccec(c4)C(=0)NSCCCCC5CN6CCC(C6)0
clccc2ce(cl)[nH]c(n2)c3ccc(s3)cdccec(c4)CNSCCC(C5)N
Cclcccc2cl[nH]c(n2)c3ccec(c3)cdccc(ccd)NC(=0)c5c(cco5)C
Cnlcc(ncl)CCNC(=0)c2ccce(cc2)c3cecc(c3)c4[nH]c5ccc(ce5n4)C(F)(F)F
clce(ce(cl)c2[nH]c3ccec(ce3n2)C(F)(F)F)cdcee(cc4)NC(=0)c5ceench
CC(=O)N(C)clccee(cl)C(=0)Nc2ccec(cec2)c3ccec(c3)c4[nH]c5ccc(cecsn4)C(F)(F)F
Cclcccc2cel[nH]c(n2)c3ccec(c3)c4dccec(c4)CNS5CCC(CC5)CO
CN1CCC(CC1)C(=0)Nc2ccec(c2)c3cec(s3)c4[nH]c5ccc(ccs5n4)C(F)(F)F
Cclcccc2cl[nH]c(n2)c3ccc(s3)cdccec(c4)NC(=0O)C(C)CN(C)C
CnlcenclCNC(=0)c2ccc(cc2)c3ccec(c3)c4[nH]c5ccc(cec5n4)C(F)(F)F
COclcc(ce(c1OC)OC)C(=0)Nc2cccec(c2)c3[nH]cdccececdn3
clce(ce(cl)C(=O)NCCN2CCCC2)c3ccc(ce3)cd[nH]c5ccc(ce5nd)F
CC(CN(C)C)C(=0O)Nclcce(ccl)c2ccec(c2)c3[nH]cdccecec4n3
clccc2c(cl)[nH]c(n2)c3cec(ce3)cdccec(c4)CNSCCCC(C5)N
Cclcccc2cl[nH]c(n2)c3cccec(c3)caccc(ccd)NC(=0)c5c[nH]en5
Cclcccc2cel[nH]c(n2)c3ccec(ce3)caccc(ccd)CNCehecc(cc5)CN
clccc2e(cl)[nH]c(n2)c3ccec(c3)cdccc(ccd)CNSCCCC(C5)N
clcc(ce(cl)c2cec(cc2)c3[nH]c4ccc(cc4n3)F)CNSCCC(CC5)CO
Cclcccc2cl[nH]c(n2)c3ccec(c3)cdccc(ccd)NC(=0O)NC5CC5cbeccech
clcc(ce(cl)c2[nH]c3ccec(ce3n2)F)cdccc(ccd)NC(=0)c5eenccs
Cclcccc2cl[nH]c(n2)c3ccce(s3)cdccc(ccd)CNCe5cenn(n5)céeccect
clccc2c(cl)[nH]c(n2)c3cec(ce3)cdccec(c4)CNCeheec(cc5)CN
COCCN1CCN(CC1)Cc2ccc(cc2)c3ccc(ce3)cd[nH]c5cec(cc5nd)F
CN(C)CCNCclcce(ccl)c2ceec(c2)c3[nH]cdccece4n3
CC(CN(C)C)C(=0)Nclcce(ccl)c2cec(s2)c3[nH]cdccececcdn3
clce(ce(cl)C(=0O)N2CCCCC2CN3CCC(C3)0O)c4ccece(s4)c5[nH]c6ecc(ccbn5)F
Cclcccc2cl[nH]e(n2)c3ccc(ce3)cdccec(c4)NC(=0O)Nce5ceeeee5
Cnlcc(n(c1=0)C)C(=0O)Nc2ccce(c2)c3ccec(c3)c4[nH]c5cceec5n4
clce(ce(cl)NC(=0)c2ccoc2)c3ccec(ce3)cd[nH]c5cee(ce5nd)C(F)(F)F
Cclccec2cel[nH]c(n2)c3ccece(s3)cdccc(ccd)CNSCCN(CC5)CCO
clccc2c(cl)[nH]c(n2)c3ccec(c3)cdccc(cc4)CNCeheeec(c5)N
Cclcccc2cl[nH]c(n2)c3ccec(c3)cdccec(c4)NC(=0)c5ecenc5hCl
clcc(ce(cl)c2ccec(c2)c3[nH]cdccc(ccan3)F)CNSCCN(CC5)CCO
CS(=0)(=0)clccc(ccl)CNCc2ccc(cc2)c3ccc(ce3)ca[nH]c5cce(cc5n4)C(F)(F)F
CN1CCC(CC1)C(=0)Nc2ccece(c2)c3cec(ce3)c4[nH]c5ccc(ccs5n4)F
clcc(cc(cl)c2[nH]c3cce(ce3n2)C(F)(F)F)cdcce(cc4)NC(=O)Nc5cee(c(c5F)F)F
CC(CN(C)C)C(=0O)Nclccece(cl)c2cee(cc2)c3[nH]cdccecec4n3
clccc2c(cl)[nH]c(n2)c3ccc(ce3)cdccee(ccd)NC(=0)CCchc[nH]cn5
Cclccec2cl[nH]c(n2)c3cccec(c3)cdccec(c4)NC(=0O)NC5CChc6eccech
Cclenc(cnl)C(=0)Nc2ccec(c2)c3ccec(s3)cd[nH]c5ccc(cc5n4)C(F)(F)F
clccc2ce(cl)[nH]c(n2)c3cc(cs3)cdccec(c4)CNCCcehecench
Cclcccc2cl[nH]c(n2)c3cccc(c3)caccc(ccd)NC(=0)c5ecocs

6.13113
6.13126
6.13215
6.13317
6.13346
6.13373
6.13403
6.13414
6.13417
6.13431
6.13462
6.13489
6.13494
6.13557
6.13572
6.13583
6.13596

6.1368
6.13763
6.13808
6.13826
6.13894
6.13914
6.13996
6.14019
6.14041
6.14047

6.1405
6.14071
6.14109
6.14129
6.14159
6.14167
6.14167

6.1418
6.14211
6.14255

6.1433
6.14337
6.14402
6.14419
6.14422
6.14434
6.14449
6.14549
6.14568
6.14586
6.14607
6.14767
6.14893
6.15035
6.15101

6.1512
6.15136

6.1514
6.15149
6.15155
6.15162
6.15227

6.1525
6.15275
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536343
528909
531320
537251
528549
527396
542190
543091
526444
530702
526235
526468
538281
537413
528568
527353
530243
528627
525072
533987
539608
542061
536725
529731
531104
533802
532875
528016
530996
532673
525164
538542
540995
538995
538756
525547
539688
533441
533330
535439
538053
542247
529017
541434
528825
536664
533053
533876
541341
532655
532522
536799
534523
532141
541574
535810
528539
534139
533152
531645
526022

clcc(ce(cl)NC(=0)c2cencc2)c3ccec(s3)c4[nH]c5cec(cc5n4)F
CN1CCN(CC1)CC(=0O)Nc2cccece(c2)c3cec(ce3)ca[nH]c5cce(ce5n4)F
clcc(ce(cl)c2eec(cc2)c3[nH]c4cec(cc4n3)C(F)(F)F)CNSCCN(CC5)c6eecc(cn6)C#N
clcc(ce(cl)NC(=0)Cc2c[nH]cn2)c3ccc(cc3)ca4[nH]c5cec(cc5nd)C(F)(F)F
Cclcccc2cl[nH]c(n2)c3ccec(ce3)cdccecc(c4)CNCC5CCCO5
Cnlcc(ncl)CCNC(=0)c2ccec(c2)c3cccc(c3)c4[nH]c5ccc(cc5n4)C(F)(F)F
CnlcenclCNC(=0O)c2ccce(cc2)c3cec(s3)c4[nH]c5cec(ce5n4)C(F)(F)F
clcc(ce(cl)c2cec(cc2)c3[nH]c4cee(ccd4n3)C(F)(F)F)CN5SCCC(C5)N
clcce(cel)c2[nH]c3cee(cc3n2)C#N
clcc(ccc1CN2CCC(CC2)CO)c3ccec(ce3)ca[nH]c5cec(cecs5n4)C(F)(F)F
COclccc(cel)c2ec([nH]N2)C(=0)Nc3cccdc(c3)nc([nH]4)c5cececs
CN1CCN(CC1)CC(=0O)Nc2ccc(cec2)c3ccec(ce3)cd[nH]c5cceechn4
Cclcccc2cl[nH]c(n2)c3ccec(c3)caccc(ccd)NC(=0)c5encec5C(F)(F)F
CN1CCC(CC1)C(=0)Nc2ccece(c2)c3ccec(c3)c4[nH]c5ccc(ccs5n4)F
clce(ce(cl)c2[nH]c3ccece(ce3n2)F)cdcec(ccd)NC(=0O)Nce5eesch
COC(=0O)clccee(cl)CNCce2ccec(c2)c3cc(sc3)c4[nH]c5cceec5n4
clcc(ccele2cecc(cc2)NC(=0)CCce3c[nH]cn3)c4[nH]c5ccc(cc5n4)F
CNCCNCclccee(cl)c2cecece(cc2)c3[nH]c4cec(ccd4n3)C(F)(F)F
clcc(ce(cl)c2ecee(c2)c3[nH]cdccec(cc4n3)F)CNCe5ccec(c5)N
CC(C1CCCCN1C(=0)c2cccec(c2)c3ccc(ce3)ca[nH]c5ccc(cc5n4)C(F)(F)F)O
clccc2c(cl)[nH]c(n2)c3ccec(c3)c4cee(cc4)CNSCCCC5
clcc(ce(cl)c2ceec(cc2)c3[nH]cdccc(cc4an3)C(F)(F)F)CN5CCCC(C5)0
Cclcccc2cl[nH]c(n2)c3ccec(c3)cdcce(ccd)NC(=0)C(C)CN5CCOCCS
Cclcccc2cl[nH]c(n2)c3cccc(c3)caccc(ccd)NC(=0)Cce5c[nH]cn5
clecc(ccc1CN2CCN(CC2)c3cencen3)cdcce(ced)c5[nH]c6ecc(ccen5)C(F)(F)F
clce(ce(cl)NC(=0)c2csnn2)c3cec(ce3)c4[nH]c5ccc(cecs5n4)C(F)(F)F
Cclcccc2cel[nH]c(n2)c3cccec(c3)caccc(ccd)NC(=0)C(C)(C)cheeeenb
Cclcccc2cel[nH]c(n2)c3ccec(c3)caccc(ccd)NC(=0)C5CC(=0)Ncbe5eccch
clcec2c(cl)[nH]c(n2)c3cc(cs3)cdccec(c4)CNCe5ccec(c5)N
Cclcccc2cl[nH]c(n2)c3ccc(ce3)cdccecc(cd)CNCCN(C)C
Cclen(c(=0)[nH]c1=0)CC(=0)Nc2ccce(c2)c3ccce(c3)cd[nH]c5cec(cecs5n4)C(F) (F)F
Cclcccc2cl[nH]c(n2)c3cec(ce3)cdccc(ccd)NC(=0)C(C)CN(C)C
clcc(ce(cl)NC(=0)c2cencc2)c3ccec(s3)c4[nH]c5cec(ce5n4)C(F)(F)F
Cnlcc(ncl)CCNC(=0)c2ccce(cc2)c3ccec(c3)c4[nH]c5cec(cecs5n4)F
clcc(ccc1CN2CCC(CC2)C(=0)N)c3ccec(ce3)ca[nH]c5ccc(ccon4)C(F)(F)F
CN1CCN(CC1)CC(=0O)Nc2ccec(c2)c3cec(s3)c4[nH]c5ccc(ccon4)F
CCNC(=0)Nclccece(cl)c2ccec(c2)c3[nH]cdccc(ccan3)C(F)(F)F
clccc2ce(cl)[nH]c(n2)c3ccc(cec3)NC(=0)cadcce(c(c4)N(=0)=0)N5CCCC5
Cclcccc2cl[nH]c(n2)c3ccec(ce3)cdccc(ccd)CNCC5CCCO5
clcc(ce(cl)c2[nH]c3ccee(ce3n2)C(F)(F)F)cdccec(c4)NC(=0)Cc5ceench5
Cclcccc2cl[nH]c(n2)c3ccec(ce3)cdcee(ccd)CNC(C)C
CN1CCC(CC1)C(=0O)Nc2ccece(c2)c3ccc(ce3)ca[nH]c5cec(ces5n4)C(F)(F)F
Cclcccc2cl[nH]c(n2)c3ccec(c3)caccec(c4)NC(=0)c5e(cco5)C
Cclcccc2cel[nH]c(n2)c3cccc(c3)cadccec(c4)NC(=0)Ccehe[nH]en5
clccc2ce(cl)[nH]c(n2)c3ccc(s3)cdccc(cc4)CNSCCCC(C5)N
clcce(ccl)CNC(=0)Nc2cec(cc2)c3ccec(cc3)cd[nH]c5cecc(ce5n4)C(F)(F)F
Cclcccc2cl[nH]c(n2)c3ccec(s3)cdccec(c4)NC(=0O)Nce5cee(ce5)0C
Cclcccc2cl[nH]c(n2)c3cccec(c3)cdccec(c4)NC(=0)c5ennéc5ncectd
clccc2c(cl)[nH]c(n2)c3cec(ce3)cdccec(c4)NC(=0)Nc5cecbe(c5)0C06
Cclcce(cccIN(=0)=0)C(=0O)Nc2ccc(cc2)c3[nH]c4cceec4n3
Cclcccc2cl[nH]c(n2)c3ccc(cc3)cdcce(ccd)CNCCNC
CNCCNCclccece(cl)c2cecec(c2)c3[nH]c4dccc(cc4n3)F
clcc(ccele2cecce(s2)c3[nH]c4ccce(cc4n3)C(F)(F)F)NC(=0)c5c[nH]en5
Cclcccc2cl[nH]c(n2)c3ccc(s3)cdccc(ccd)NC(=0)c5enen5C
CC(=0O)Nc1ncc(s1)C(=0O)Nc2ccec(c2)c3cece(ce3)cd4[nH]c5ceceec5n4
clce(ce(cl)c2[nH]c3ccee(ce3n2)C(F)(F)F)cdcec(cc4)NC(=0)c5ceneces
Cclccec2cl[nH]c(n2)c3cccec(c3)cdccec(cd)CNCe5enn(n5)c6eccech
clcce(ccl)CNC(=0)Nc2ccec(cc2)c3ccecc(c3)cd[nH]c5cec(ce5n4)C(F)(F)F
clcc(ce(cl)c2cec(cc2)c3[nH]cdccc(cc4n3)C(F)(F)F)CNSCCC(CC5)CO
Cclcccc2cl[nH]c(n2)c3ccec(s3)c4ccc(ccd)CNCehecc(cc5)NC
Cclcccc2cl[nH]c(n2)c3ccc(ce3)caccec(cd)CNCehecc(cc5)NC

6.15283
6.15305
6.15372
6.15486
6.15512
6.15519
6.15596
6.15626
6.15628
6.15701
6.15734
6.15758
6.15784
6.15815
6.15917
6.15925
6.15946
6.15955
6.15961
6.16105
6.16116
6.16124
6.16199

6.1626
6.16325
6.16367
6.16413
6.16429
6.16437
6.16623
6.16683
6.16701
6.16713
6.16749
6.16779
6.16807
6.16847
6.16879
6.16887

6.1692
6.17036

6.1707
6.17071
6.17095

6.1726

6.1731
6.17328
6.17337
6.17349

6.1735
6.17385
6.17399
6.17404
6.17405
6.17466
6.17766
6.17869
6.17908

6.1792
6.17963
6.18013
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528842
531406
540808
529824
535898
526743
533191
531917
532080
525426
541496
526659
524855
540158
537207
525862
530553
535145
530970
526183
525493
532801
539974
528113
533644
525790
541555
539815
526103
531672
538377
529183
542396
526898
532027
532920
528636
532131
530509
539583
537903
531387
541898
525147
537143
526156
538286
540763
527798
542077
536981
539985
542779
533358
541998
535452
530539
534429
537719
535312
537737

clcec2c(cl)[nH]c(n2)c3ccec(c3)cdccec(c4)NC(=0)CCc5c[nH]cn5
clec(ce(cl)NC(=0)Cc2c[nH]cn2)c3ccc(s3)c4[nH]c5cce(cc5n4)F
clcc(ccc1CN2CCN(CC2)CCC#N)c3ccece(s3)c4[nH]c5ecc(cchnd)F
Cclcccc2cl[nH]c(n2)c3ccec(c3)caccec(c4)NC(=0)c5encec5C(F)(F)F
clcc(ce(cl)c2[nH]c3cce(cec3n2)F)cdcec(cc4)CNCCCN5CCCC5=0
clcc(ce(cl)c2[nH]c3cec(ce3n2)C(F)(F)F)cdccee(c4)NC(=0)c5eeenc5CI
clcc(ccele2cecce(s2)c3[nH]c4ccce(cc4n3)C(F)(F)F)NC(=0)Cc5c[nH]en5
clcc(ce(cl)c2[nH]c3cce(ce3n2)C(F)(F)F)cdccec(c4)NC(=0)c5cec(=0)[nH]n5
CC(CN(C)C)C(=0O)Nclccece(cl)c2ceec(ce2)c3[nH]c4ccc(ccdn3)F
CC(=0O)Nclcccee(cl)C(=0)Nc2cceece(c2)c3cec(s3)cd[nH]c5eec(ces5n4)C(F)(F)F
Cclcccc2cel[nH]c(n2)c3ccc(cc3)cdccec(c4)NC(=0)C(C)CN(C)C
clcce(ccl)n2nec(n2)CNCc3cccc(c3)cdccc(ce4)cs[nH]c6cce(ccbn5)C(F)(F)F

clcc(ce(cl)c2[nH]c3cce(cec3n2)C(F)(F)F)cdcce(ccd)C(=O)NSCCCCC5CN6CCC(C6)0

clcc(cccICN2CCN(CC2)c3cencen3)c4ccce(s4)c5[nH]c6ecc(ccen5)C(F)(F)F
Cclcccc2cl[nH]c(n2)c3ccec(c3)cdccc(ccd)NC(=0)c5ccec(c5)N(C)C(=0)C
clcec2ce(cl)[nH]c(n2)c3ccc(ce3)cdccec(c4)NC(=0)CCc5c[nH]cn5
clcc(cc(cl)c2[nH]c3cce(cec3n2)F)cdccc(cc4)NC(=0O)Ne5cee(c(c5)Cl)Cl

clcee(c(cl)C(=0O)N)OCC(=0)Nc2ccec(c2)c3cec(ce3)c4[nH]c5ccc(cecsn4)C(F)(F)F

clcc(ce(cl)c2[nH]c3ccc(ce3n2)F)cdccc(ccd)NC(=0)c5enn6c5necch
clcc(cccICN2CCC(C2)N)c3ccec(s3)cd[nH]c5ccc(cchn4)F
clccc2c(cl)[nH]c(n2)c3ccec(c3)cdccec(c4)NC(=0)c5ceencs
COclccc(ccl)CNCc2ccec(c2)c3cec(sc3)cd[nH]c5ccecec5n4
Cclcccc2cl[nH]c(n2)c3ccec(s3)cdccec(c4)NC(=0)c5enen5C
Cclcccc2cl[nH]c(n2)c3ccc(cc3)cdccec(cd)NC(=0)c5enc(s5)NC(=0)C
clcc(ce(cl)c2[nH]c3ccec(ce3n2)C(F)(F)F)cdcec(cc4)CNSCCN(CC5)CCO
clcc(ce(cl)c2cecec(c2)c3[nH]c4ccc(cc4n3)C(F)(F)F)CNSCCC(CC5)C(=0O)N
COclccecccINC(=0)Nc2ccece(cc2)c3cccc(c3)c4[nH]cbecececsn4
clcc(ce(cl)c2[nH]c3ccc(ce3n2)F)cdccc(ccd)CNSCCCC(C5)N
clcc(ce(cl)F)CNC(=0)C=Cc2ccc(cc2)c3[nH]c4cc(cccan3)Cl
CCN(CC(C)0O)C(=0)clccec(ccl)c2ceccec(c2)c3[nH]c4c(ccee4n3)C
CC(CN1CCN(CC1)C)C(=0O)Nc2ccce(cc2)c3ccece(s3)c4[nH]c5ccecec5n4
Cclenc(cnl)C(=0)Nc2ccec(c2)c3ccc(ce3)cd[nH]c5cce(ce5nd)F
clcec2c(cl)[nH]c(n2)c3ccec(c3)c4ccec(c4)CNSCCCC(C5)N
Cclccec2cl[nH]c(n2)c3ccece(s3)cdccec(c4)C(=O)NSCCCCC5C(C)0
CnlcncclC(=0)Nc2ccec(c2)c3cccc(c3)c4[nH]c5cececcsn4
Cclcccc2cl[nH]c(n2)c3cccec(c3)caccec(c4)NC(=0)Cchecen(=0)cs
CC(=0)Nclccee(cl)C(=0)Nc2ccece(cc2)c3ccec(c3)c4[nH]c5ccc(ce5n4)F
Cclcccc2cl[nH]c(n2)c3ccc(s3)cdccec(c4)NC(=0)c5cec(cc5)CC(=0)NC
CC(CN1CCN(CC1)C)C(=0O)Nc2cccece(c2)c3ccece(s3)c4[nH]c5ececec5n4
Cclcccc2cl[nH]c(n2)c3cec(ce3)cdccc(ccd)CNCCCN5CCCC5=0
clcce(ccl)C2CC2NC(=0)Nc3ccece(ce3d)cdccec(cd)c5[nH]cbeeceeebn5s
Cclccec2cl[nH]c(n2)c3ccec(c3)cdcce(ccd)NC(=0)c5ce(nns5)C
CNCCNCclcce(ccl)c2cecee(c2)c3[nH]cdccc(cc4n3)C(F)(F)F
COclccec(c1)CN2CCC(CC2)C(=0)Nc3ccec(ce3)c4[nH]c5cceecs5n4
Cclcccc2cl[nH]c(n2)c3ccec(c3)caccc(ccd)NC(=0)Ce5ecen(=0)c5
CCOC(=0O)NCC(=0O)Nclccee(cl)c2ceccc(c2)c3[nH]c4cec(ccan3)C(F)(F)F
CC(C)CNCclccc(ccl)c2cececce(c2)c3[nH]c4ccceccdn3
CCC(C)NC(=0O)Nclcce(ccl)c2cecee(c2)c3[nH]cdcee(cc4n3)C(F)(F)F
CC(=0O)Nc1ncc(s1)C(=0O)Nc2cccec(c2)c3cec(ce3)cd[nH]c5cce(ce5nd)F
Cclccec2cl[nH]c(n2)c3cccec(c3)cdccec(cd)NC(=0)c5cec(cc5)N(C)C(=0)C
clccc2c(cl)[nH]c(n2)c3ccec(c3)c4cec(cc4)CNCCeheceens
Cclcccc2cl[nH]c(n2)c3cccc(c3)cdccec(c4)NC(=0)c5ecec(c5)N(C)C(=0)C
clecc(ccc1CN2CCN(CC2)c3cencen3)cdccc(s4)c5[nH]c6ecc(ccbn5)F
COclccc2c(cl)[nH]c(n2)c3cc(cnc3N)cdcce(cc4)NC(=0O)CN5CCOCCS5
clccc2ce(cl)[nH]c(n2)c3cce(ce3)cdcecc(cc4d)CNSCCN(CC5)CCO
clcec2ce(cl)[nH]c(n2)c3ccee(c3)cdcecec(c4)CNCe5eeec(c5)N
CclccoclC(=0)Nc2cccec(c2)c3ccec(c3)c4[nH]c5cec(ce5n4)C(F)(F)F
clcc2c(ccle3[nH]c4cec(cc4n3)NC(=0)C5CCCCC5)sc(n2)NC(=0)C6CCCCCh
clcc(cc(cl)NC(=0)c2cceenc2)c3ccc(ce3)ca[nH]c5cec(cchnd)F
CCCNI1CCN(CC1)Cc2ccc(cc2)c3cec(s3)ca[nH]c5ceececcbn4
clcenc(cl)CC(=0)Nc2ccece(c2)c3ccec(c3)c4[nH]c5ccc(cecs5n4)C(F)(F)F

6.18036
6.18038
6.18118
6.18132
6.18135
6.18266
6.18275

6.1831
6.18479

6.1855
6.18572
6.18573
6.18583
6.18608
6.18612
6.18668
6.18885

6.1892
6.18921
6.18979
6.18995
6.19034
6.19074
6.19162
6.19271
6.19294
6.19314
6.19365
6.19384
6.19457
6.19538
6.19598
6.19612

6.1963
6.19719
6.19725
6.19829
6.19906
6.19929
6.19935
6.20041
6.20063
6.20172

6.2028
6.20302
6.20328

6.2036
6.20514
6.20622
6.20738
6.20857
6.20944

6.2098
6.21011
6.21061
6.21113
6.21233

6.2129
6.21325
6.21376
6.21447
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542459
525608
539293
530872
530042
527890
536758
528804
535756
531117
538476
533607
535046
538736
526079
532367
526248
539149
533523
534870
536492
541597
542806
535424
536500
541370
530703
525745
527945
527876
539586
536126
534649
528584
539251
540182
531315
535458
533414
535880
541396
536019
532079
531163
525906
535511
527589
537722
526491
528866
543080
526833
524973
525434
537512
526084
527785
533317
536172
536566
528158

clcc(ce(cl)c2eee(ce2)c3[nH]c4cec(cc4n3)C(F)(F)F)CNSCCC(CC5)C(=0O)N
CCclccc(01)CN2CCC(CC2)C(=0O)Nc3ccece(ce3)c4[nH]c5ccecechn4
clcc(ce(cl)c2[nH]c3ccc(ce3n2)F)cdccc(ccd)CNSCCN(CC5)CCO
clcc(cc(cl)NC(=0)c2ccenc2)c3cec(s3)ca[nH]c5ccc(cchn4)F
CC(CN1CCN(CC1)C)C(=0)Nc2ccece(c2)c3ccec(ce3)ca[nH]c5cec(cecs5n4)C(F)(F)F
CN(CCN)Cclccc(ccl)c2ecec(s2)c3[nH]c4cce(ccan3)C(F)(F)F
Cclcccc2cl[nH]c(n2)c3ccec(s3)cdcccc(cd)CNCce5cecc(cc5)CN
CNCCNCclccc(cel)c2cecece(s2)c3[nH]c4cec(ccan3)C(F)(F)F
clcec2c(cl)[nH]c(n2)c3ccc(s3)cdccec(c4)CNCe5cceec(c5)N
clcc(cccICNCCCN2CCCC2=0)c3ccce(cec3)c4[nH]c5ccc(ccs5n4)F
clcc(ccclCN2CCCCC2)c3ccc(s3)ca[nH]c5cec(cehnd)F
Cclcccc2cel[nH]c(n2)c3cccec(c3)cdccec(c4)CNCC5CCCO5
Cclc(ceenl)C(=0)Nc2cccece(c2)c3ccec(c3)c4[nH]c5ccc(cecs5n4)C(F)(F)F
Cclcccc2cl[nH]c(n2)c3ccc(cc3)cdcce(ccd)CNSCCN(CC5)CCO
Cnlcc(ncl)CCNC(=0)c2ccec(c2)c3cce(sc3)c4[nH]c5ccecec5n4
clcc(ce(cl)c2cec(cc2)c3[nH]c4cec(ccan3)F)CNSCCN(CC5)CCC#N
clcc(ccc1CNCC2CCCO2)c3ccc(s3)c4[nH]c5cec(cc5n4)F
clcc(ce(cl)c2ecec(c2)c3[nH]c4ccc(cc4n3)F)CNCCCNSCCCC5=0
clccc2c(cl)[nH]c(n2)c3ccec(c3)cdccc(cc4)NC(=0)c5ennécsnecch
Cclcccc2cl[nH]e(n2)c3ccec(c3)cdcce(ccd)NC(=0)Ccehe(nc(s5)C)C
clcc(ce(cl)c2cec(cc2)c3[nH]c4ccc(ccan3)F)CNSCCC(C5)N
CC(=0O)N(C)C1CCN(C1)Cc2ccc(cc2)c3ceec(c3)c4[nH]c5ccc(cec5n4)F
clccc2c(cl)[nH]c(n2)c3cec(cc3)NC(=0)cdccc(s4)Cl
Cclcccc2cl[nH]c(n2)c3ccec(c3)cdccc(ccd)NC(=0)c5eeencs
Cclcccc2cl[nH]c(n2)c3ccece(s3)cdccec(c4)NC(=0O)Nce5cee(c(c5)CICl
CC(=O)Nclccee(cl)C(=0O)Nc2ccecece(c2)c3ccec(c3)cd[nH]c5cececee5n4
Cclcccc2cel[nH]c(n2)c3ccec(s3)cdccc(ccd)NC(=0)che(nns5)C
clccc2ce(cl)[nH]c(n2)c3ccec(c3)cdccc(ccd)CNCehecec(c5)C(=0)N
clccce(ccl)CCN2CCN(CC2)C(=0)c3ccc(ce3)cacee(s4)c5[nH]c6ecc(ceon5)C(F)(F)F
CC(=0)Nclcce(cnl)C(=0)Nc2ccec(ce2)c3cc(sc3)c4[nH]c5ceecec5n4
CCOclcce(ccIN(=0)=0)C(=0)Nc2cce(cc2)c3[nH]c4dccececdn3
CS(=0)(=0)clcce(ccl)CNCc2ccec(c2)c3cccec(c3)c4[nH]c5ccecc5n4
Cclcccc2cel[nH]c(n2)c3cec(s3)c4ccec(c4)CNCCCN5CCCC5=0
CC(=O)Nc1ncc(s1)C(=0)Nc2ccec(c2)c3ccc(ce3)cd[nH]c5cec(ce5n4)C(F)(F)F
Cclcccc2cl[nH]c(n2)c3ccec(cc3)cdccc(ccd)CNSCCCCCh
clcc(ce(cl)c2eec(s2)c3[nH]c4ccc(cc4n3)C(F)(F)F)CNSCCC(CC5)CO
CN(CCclcceenl)Cc2ccc(cc2)c3cec(s3)cd[nH]c5ccecec5n4
COC(=0)clccec(cl)CNCc2ccc(cc2)c3cec(s3)c4[nH]c5ccc(cc5n4)F
Cclcccc2cl[nH]c(n2)c3ccec(c3)cdccec(cd)C(=O)NCCc5cn(cn5)C
clccc2ce(cl)[nH]c(n2)c3cce(s3)cdccec(c4)CNSCCCC(C5)N
clccc2c(cl)[nH]c(n2)c3ccec(c3)cdcee(ccd)CNSCCCCCh
Cclccec2cl[nH]c(n2)c3cccec(c3)ciccc(ccd)NC(=0)C5CCC(CC5)0C
clcc(ccclCNCCCN2CCCC2=0)c3ccce(cec3)c4[nH]c5ccc(cc5n4)C(F)(F)F
Cclcccc2cl[nH]c(n2)c3ccec(c3)cdccec(c4)NC(=0)Cn5ec(c(=0)[nH]c5=0)C
Cclcccc2cl[nH]c(n2)c3ccce(s3)cdccec(c4)NC(=0O)Ne5ceceec50C
Cclcccc2cl[nH]c(n2)c3ccec(c3)cdccec(c4)NC(=0)c5enc(cn5)C
CN1CCC(CC1)C(=0O)Nc2cce(cc2)c3ccec(c3)c4[nH]c5ccc(ccs5n4)C(F)(F)F
clcec2c(cl)[nH]c(n2)c3cce(s3)cdccce(cc4)CNCe5ceec(c5)N
clcc(cc(cl)NC(=0)c2ceenc2)c3ccc(ce3)cd[nH]c5cce(ce5n4)C(F)(F)F
clccc(ccl)CNCc2cccc(c2)c3ccecc(c3)c4[nH]c5ceeceec5n4
CN1CCN(CC1)CC(=0O)Nc2ccce(ce2)c3cec(s3)ca[nH]c5ccc(ccs5n4)C(F)(F)F
CN(C)CCNCclcce(ccl)c2cee(s2)c3[nH]cdcceecc4n3
Cclc(c(onl)C)c2ccec(c2)CNCc3ccc(ce3)cdccec(c4)c5[nH]c6eecececbns
clcc(ccc1CN2CCN(CC2)CCO)c3ccec(ce3)cd[nH]c5ccc(cc5nd)F
clcc(ce(cl)c2ceec(cc2)c3[nH]c4ccee(cc4n3)F)CNSCCCC(C5)N
CC(CN1CCN(CC1)C)C(=0O)Nc2ccce(cc2)c3cccec(c3)c4[nH]c5cceec5n4
Cclccec2cel[nH]c(n2)c3cccec(c3)cacce(ccd)NC(=0O)Nce5cee(c(c5)CICl
Cclcccc2cel[nH]c(n2)c3cec(ce3)c4ccc(ccd)CNCe5eeec(c5)N
CCI1CN(CC(01)C)Cc2ccc(cc2)c3ccc(cc3)ca[nH]c5cec(cchnd)F
CC(=0O)N(C)C1CCN(C1)Cc2cccc(c2)c3cec(ce3)ca[nH]c5ccc(ccs5n4)C(F)(F)F
Cclcccc2cl[nH]c(n2)c3ccec(c3)cdccc(ccd)NC(=0)CNSCCN(CC5)C

6.21464
6.21489
6.2161
6.21613
6.21667
6.21668
6.21735
6.21862
6.21913
6.21986
6.22022
6.22058
6.22076
6.22279
6.22289
6.2229
6.22292
6.22317
6.22395
6.22462
6.22491
6.22499
6.22561
6.22617
6.22626
6.22649
6.22653
6.22744
6.22798
6.22845
6.22872
6.22916
6.22939
6.22947
6.22998
6.2305
6.23081
6.23084
6.23095
6.23289
6.2331
6.23316
6.23458
6.23615
6.237
6.23753
6.23879
6.24131
6.24289
6.24486
6.24491
6.24498
6.24499
6.24675
6.2468
6.24693
6.2473
6.24761
6.24885
6.24951
6.25016
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533293
526042
542299
533872
534090
541218
530543
529857
530720
538658
540847
538039
532870
528895
530644
540734
528356
531912
539847
525804
530365
536188
532470
530234
538107
535792
536826
542173
527673
539529
531855
536022
525692
525840
531192
536374
530347
528361
539649
528519
539155
532057
532970
532429
529672
531322
539139
533363
525515
528059
540069
538248
536010
530689
535942
537318
539827
534174
542684
534613
528363

CnlcncclC(=0)Nc2ccc(cc2)c3ccc(ce3)c4[nH]c5cee(ce5n4)C(F)(F)F

clcc(ccele2cecce(s2)c3[nH]c4ccc(ccdn3)C(F)(F)F)C(=O)NSCCCCC5CN6CCC(C6)0

Cnlc(ccnl)C(=0O)NCCNCc2ccc(cc2)c3ccc(s3)c4[nH]cbecececsn4
CC(=0)Nclccec(c1)NC(=0)CSc2cec(cn2)c3[nH]c4ccececcdn3
CS(=0)(=0)clcce(ccl)CNCc2cccc(c2)c3ccec(c3)c4[nH]c5cce(ce5n4)F
clcc(ce(cl)c2cec(cc2)c3[nH]cdccec(cc4an3)C(F)(F)F)CNSCCN(CC5)CCO
CC(C)C(=0)Nclcce(ccl)c2cee(c(nc2)N)c3[nH]cdcc(ccc4n3)OC
clce(ce(c1)NC(=0)CCc2c[nH]cn2)c3cce(s3)c4[nH]c5ccc(cc5n4)F
Cclc(c(onl)C)c2ccec(c2)CNCce3ccec(ce3)cdcec(s4)c5[nH]c6eeceeebn5
Cclc(c(onl)C)c2ccec(c2)CNCce3ccec(ce3)cdccec(cd)c5[nH]c6cce(ccenS)C(F)(F)F
Cclcccc2cel[nH]c(n2)c3cccec(c3)caccec(c4)NC(=0)CCche[nH]en5
CC(=0)Ncl1nc(cs1)C(=0O)Nc2cec(cc2)c3cccec(c3)ca4[nH]c5ceccecchn4
clcee(ccl)n2nec(n2)CNCc3ccec(c3)cdcccec(c4)c5[nH]c6ccc(ccbn5)C(F)(F)F
clcec2c(cl)[nH]c(n2)c3cc(cs3)cdcec(cc4)NC(=0)Nce5eescs
Cclcccc2cl[nH]c(n2)c3ccce(s3)cdccec(c4)CNCe5cenn(n5)c6eccect
CCNCclccc(ccl)c2ccee(c2)c3[nH]cdcceecdn3
CC(=0O)Nclccee(cl)C(=0O)Nc2ccecece(c2)c3ccee(c3)c4[nH]c5cee(ces5n4)F
clccc2c(cl)[nH]c(n2)c3ccec(c3)cdccec(c4)NC(=0)c5ceec(c5)C(=0)N
COC1CCC(CC1)C(=0)Nc2cce(cc2)c3ccec(c3)c4[nH]c5ccc(ccs5n4)C(F)(F)F
Cclc(c(onl)C)c2ccec(c2)CNCc3ccc(ce3)cdccec(c4)c5[nH]c6ccc(ccbnb)F
CC(C)(C)cleee(ccl)CNC(=0)C=Cc2ccc(cc2)c3[nH]c4ccc(ccan3)C(C)(C)C
Cclcccc2cl[nH]c(n2)c3ccc(cc3)cdccec(c4)NC(=0O)Nce5cecee(c5)CH#N
COclccecccINC(=0)Nc2ccece(cc2)c3ccec(ce3)cd[nH]c5cec(ces5n4)C(F)(F)F
Cclcccc2cl[nH]c(n2)c3ccec(c3)cdccec(cd)CNCce5cecec(c5)N
Cclccec2cel[nH]c(n2)c3ccece(s3)c4ccec(c4)NC(=0O)Nc5eesch
clcc(ce(cl)c2[nH]c3cec(cec3n2)F)cdcec(cc4)CNCC5CCCO5
clccc2c(cl)[nH]c(n2)c3cec(cc3)NC(=0)cdccec(cd)CHN
clcc(ccclCN2CCC(CC2)C(=0)N)c3cece(s3)c4[nH]c5ccc(cchn4)C(F)(F)F
CC(C1CCCCN1C(=0)c2ccc(cc2)c3ccecce(c3)ca[nH]c5cec(cc5n4)F)O
clccc(ccl)n2nec(n2)CNCc3ccc(cec3)cdcec(ced)c5[nH]c6ecc(ccbn5)F
Cclcccc2cl[nH]c(n2)c3ccec(s3)cdccec(c4)CNSCCCC(C5)N
Cclcccc2cl[nH]c(n2)c3cccec(c3)cdccec(c4)NC(=0)C(C)CN5CCN(CC5)C
CC(C1CCCCN1C(=0)c2ccec(c2)c3ccecce(c3)cd[nH]c5cec(cc5n4)F)O
CC(C1CCCCN1C(=0)c2cccc(c2)c3cccc(c3)cd[nH]c5ceecec5n4)0
Cclcccc2cl[nH]c(n2)c3ccec(c3)cdccec(c4)NC(=0)CNS5CCN(CC5)C
Cclcccc2cl[nH]c(n2)c3ccec(c3)caccec(c4)NC(=0)c5eec(ce5)CC(=0)NC
clcec2c(cl)[nH]c(n2)c3ccc(ce3)cdccec(c4)NC(=0)c5cence5
Cclcccc2cl[nH]c(n2)c3ccec(c3)cdccec(c4)C(=0O)NCce5neen5C
Cclcccc2cl[nH]c(n2)c3ccc(ce3)cdcce(ccd)CNSCC(OC(C5)C)C
CCI1CN(CC(01)C)Cc2ccc(cc2)c3ccec(ce3)cd[nH]c5ceceec5n4
CC(CN1CCN(CC1)C)C(=0O)Nc2cce(cc2)c3ccec(c3)c4[nH]c5eec(ccs5n4)F
Cclccec2cel[nH]c(n2)c3ccec(s3)c4ccc(cc4)CNSCCCCCS
Cclcccc2cl[nH]c(n2)c3ccec(c3)cdccec(c4)NC(=0)NCcheeeecs
clecc(ce(cl)NC(=0)c2ccec(c2)C(=0)N)c3ccc(ce3)ca[nH]c5ccec(cecs5nd)C(F)(F)F
CN1CCN(CC1)CC(=0O)Nc2cccec(c2)c3ccec(ce3)ca[nH]c5ccc(cc5n4)C(F)(F)F
Cclcccc2cl[nH]c(n2)c3ccc(ce3)cdccc(ccd)C(=O)NCCNSCCCC5
clcc(ce(cl)c2ceec(cc2)c3[nH]c4ccee(cc4n3)C(F)(F)F)CN5SCCCC(C5)N
Cclcccc2cl[nH]c(n2)c3ccec(s3)cdcccc(cd)CNCe5cecec(c5)N
Cclcccc2cl[nH]c(n2)c3ccece(s3)cdccec(c4)NC(=0O)Nce5ceece(ce5)Cl
CS(=0)(=O)NCCCNCclccc(cel)c2cecec(s2)c3[nH]c4cec(ccan3)C(F)(F)F
clcc(ce(cl)c2[nH]c3ccc(cec3n2)F)cdccec(c4)NC(=0)c5eencces
clcc(ce(cl)NC(=0)c2ccec(cc2)C(=0)N)c3ccc(ce3)ca[nH]c5cec(ces5nd)C(F)(F)F
clcc(ce(cl)c2cecce(c2)c3[nH]c4dcec(cc4n3)F)CNCC5CCCO5
CS(=0)(=0)clccc(ccl)CNCc2ccec(c2)c3ccc(ce3)cd[nH]c5ccc(cc5n4)C(F)(F)F
clcc(ccele2[nH]c3ccec(cec3n2)Cedcecce5c(c4)nc([nH]5)c6cce(cc6)N)N
clcc(ce(cl)c2ceccec(c2)c3[nH]c4cec(ccan3)C(F)(F)F)CNCc5ccec(c5)N
CnlcncclC(=0)Nc2ccec(c2)c3cec(ce3)c4[nH]c5cec(ce5n4)C(F)(F)F
COclcce(ccl)NC(=0O)Nc2cec(cc2)c3ccec(ce3)cd[nH]c5ceeeces5n4
CN(CCN)Cclccec(cl)c2ceccec(c2)c3[nH]c4ccc(ccan3)C(F)(F)F
Cclcccc2cel[nH]c(n2)c3ccc(cc3)cdcce(ccd)CNCeheeceecs
clcc(ce(cl)c2ccec(c2)c3[nH]c4ccc(cc4n3)C(F)(F)F)CN5CCC(CC5)CO

6.25191
6.25195

6.2522
6.25259
6.25277
6.25283
6.25387
6.25437

6.2546

6.2551
6.25753
6.25796
6.25817
6.25842
6.25888
6.25985
6.26008
6.26147
6.26167

6.2636
6.26378

6.2642
6.26449
6.26552
6.26561
6.26656
6.26708
6.26743
6.26768
6.26786

6.2681
6.26981

6.2709
6.27284
6.27328
6.27543
6.27637
6.27747
6.28181
6.28183
6.28213
6.28287
6.28316
6.28389
6.28412
6.28446
6.28551
6.28652
6.28673

6.2884
6.28891
6.28894

6.2896
6.29007
6.29078
6.29248
6.29301
6.29306
6.29365
6.29411
6.29581
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541446
526343
534690
541330
529891
527259
525088
528372
533229
526396
527508
528012
536088
531628
533174
535718
528424
537816
527421
535417
541857
535102
536777
533382
536350
536650
534585
542074
540268
525131
527864
529454
529866
527697
538777
542836
542411
536527
536383
532309
542955
536578
532213
537583
528373
534008
539687
527402
539928
540200
525770
540987
540011
525094
536685
529535
527157
532530
536439
534881
542153

COclcc(ce(cl)OC)C(=0O)Nc2cec(ce2)c3[nH]c4cceec4n3
Cclccec2cl[nH]c(n2)c3ccec(c3)cdccec(cd)NC(=0)c5en(c(=0)n5C)C
COC(=0)clccee(cl)CNCc2ccec(c2)c3cccc(c3)c4[nH]c5ceceechn4
CCNC(=0)Nclccce(cecl)c2ec(c(nc2)N)c3[nH]cdcc(ceccan3)OC
Cclcccc2cl[nH]c(n2)c3ccec(c3)caccc(ccd)NC(=0)c5eeneces
CnlcncclC(=0)Nc2ccec(c2)c3ccec(c3)ca[nH]c5cec(ce5nd)F
COC(=0O)clccee(cl)CNCc2ccec(c2)c3cec(s3)c4[nH]c5cceec5n4
clcec2ce(cl)[nH]c(n2)c3ccee(c3)cdccee(c4)CNCe5eec(cc5)CN
clcc(ce(cl)c2[nH]c3ccec(cec3n2)C(F)(F)F)cdcec(cc4)CNSCCC(CC5)CO
Cclccec2cl[nH]c(n2)c3ccc(cc3)cdccc(ccd)CNCCNC(=0)c5ceenn5C
clccc2c(cl)[nH]c(n2)c3ccec(c3)cdccec(c4)NC(=0)c5cences
clcc(ccclCN2CCC(CC2)CO)c3ccec(s3)c4[nH]c5ccc(cecsn4)C(F)(F)F
CN(C)CCNCclcce(ccl)c2ceec(cc2)c3[nH]c4dcec(ccan3)F
Cnlc(ccnl)C(=0O)NCCNCc2cccce(c2)c3cec(ce3)c4[nH]c5ccecee5n4

clcec2c(cl)C(NC2=0)CC(=0)Nc3ccc(cc3)caccc(ced)c5[nH]cbecc(cecon5)C(F)(F)F

Cclccec2cl[nH]c(n2)c3ccec(s3)cdccec(c4)CNSCCCCC5
CS(=0)(=O)NCCCNCclccce(cl)c2cecee(c2)c3[nH]cdcce(ccan3)C(F)(F)F

clce(ce(cl)C(=O)N2CCCCC2CN3CCC(C3)0O)caccce(ccd)c5[nH]cbecc(ccon5)C(F)(F)F

Cclcec(ccINC(=0)C)C(=0O)Nc2ccec(c2)c3cc(sc3)c4[nH]c5cceecs5n4
Cclcccc2cel[nH]c(n2)c3ccec(c3)caccec(c4)C(=0)NSCCCCC5CN6CCC(C6)0
CC(=0)Ncl1nc(cs1)C(=0O)Nc2ccc(cc2)c3ccc(ce3)cd[nH]c5ccc(ce5nd)F
clcc(ce(cl)c2[nH]c3cce(cec3n2)F)cdccec(c4)NC(=0)c5c[nH]en5
clcec2ce(cl)[nH]c(n2)c3ccec(c3)cdcce(cc4)NC(=0O)Nc5cee(c(c5)Cl)Cl
CS(=0)(=0O)NCCCNCclccc(ccl)c2cecece(cc2)c3[nH]cdcce(ccdan3)C(F)(F)F
clcee(ccl)n2nec(n2)CNCc3ccc(ce3)cdccec(s4)cs5[nH]c6cec(ccén5)C(F)(F)F
Cclc(c(onl)C)c2ccec(c2)CNCce3cccec(c3)cdccec(cd)c5[nH]c6ece(ccen5)C(F)(F)F
clccc(ccl)CNCc2ccec(c2)c3cc(sc3)cd[nH]c5ceeechn4
CC(=0)Ncl1ncc(s1)C(=0)Nc2ccec(c2)c3cccc(c3)ca[nH]c5ccc(cchn4)F
Cclcccc2cl[nH]c(n2)c3ccec(c3)caccec(c4)NC(=O)NCc5ccec(c5)F
clccc2c(cl)[nH]c(n2)c3cc(cs3)cdccec(c4)CNSCCN(CC5)CCN6CCOCCH
Cclcccc2cl[nH]c(n2)c3cccec(c3)cdccc(ccd)NC(=0)Cce5ecece(c(c5)0)0C
COclcec(ccl)NC(=0O)Nc2ccecece(c2)c3ccec(ce3)cd[nH]c5cee(ce5n4)C(F)(F)F
clcc(cc(cl)c2cecec(s2)c3[nH]c4cec(cc4n3)C(F)(F)F)CNCCCN5CCCC5=0
CnlcncclC(=0)Nc2ccec(c2)c3cc(sc3)c4[nH]c5cceecs5n4
Cclcccc2cl[nH]c(n2)c3ccc(s3)caccc(ccd)CNCehecc(cec5)CN
clcc(ccclCNCC2CCCO2)c3ccc(cc3)cd[nH]cbecc(cebnd)F
CNC(=0)Cclccc(ccl)C(=0O)Nc2ceec(c2)c3ccec(c3)ca[nH]c5cce(cc5n4)C(F)(F)F
clcc(ce(cl)N)CNCc2ccc(cc2)c3cec(s3)ca[nH]c5cec(ce5n4)C(F)(F)F
Cclc(snnl)C(=0O)Nc2ccee(c2)c3cccc(c3)c4[nH]c5cceees5n4
CC(C1CCCCN1C(=0)c2ccc(cc2)c3ccec(ce3)cd[nH]c5cec(cc5n4)F)O
clcce(ccl)n2nec(n2)CNCc3ccc(ce3)cdccc(ced)cs5[nH]c6cce(ceen5)C(F)(F)F
Cclccec2cel[nH]c(n2)c3ccc(ce3)caccc(ccd)CNCeh5enn(n5)c6eccech
Cclc(c(onl)C)c2ccec(c2)CNCce3ccc(ce3)cdccc(s4)c5[nH]c6ccc(ccbnb)F
clccc(ccl)CNCc2ccc(cc2)c3cccc(c3)c4[nH]c5cccecbn4
clcc(ce(cl)c2cecec(c2)c3[nH]c4ccce(cec4n3)C(F)(F)F)CNCC5CCCO5
CC(=0)Ncl1nc(cs1)C(=0O)Nc2ccec(c2)c3ccec(ce3)cd[nH]c5cecec5n4
CN1CCN(CC1)CC(=0O)Nc2ccce(cc2)c3ccec(ce3)cd[nH]c5cec(ce5n4)C(F)(F)F
clcec2ce(cl)[nH]c(n2)c3ccc(ce3)cdcecec(c4)CNCe5ceec(c5)N
CC(CN1CCN(CC1)C)C(=0)Nc2ccece(cc2)c3cce(ce3)cd[nH]c5cee(cecs5n4)C(F)(F)F
CN1CCCC(C1)CN2CCN(CC2)Cc3ccece(c3)cacce(scd)c5[nH]c6eecececbn5
Cclcccc2cl[nH]c(n2)c3cccec(c3)cdccec(c4)NC(=0)C(C)CN(C)C
clccc2c(cl)[nH]c(n2)c3ccec(cc3)NC(=0)cdccc(ccd)S(=0)(=0)NSCCCCCCh
Cclcccc2cl[nH]c(n2)c3ccc(ce3)caccec(c4)NC(=0)CCchc[nH]en5
Cclcccc2cl[nH]c(n2)c3ccec(c3)cdccc(ccd)NC(=0)c5eecc(c5)C(=0)N
Cclcccc2cl[nH]c(n2)c3ccece(s3)cdcec(ccd)NC(=0O)C(C)CN(C)C
clcc(ccclCNCC2CCCO2)c3ccc(ce3d)cd[nH]c5cec(ce5n4)C(F)(F)F
CC(C)NCclccc(ccl)c2ccec(c2)c3[nH]c4cce(ccdn3)F
Cclccec2cel[nH]c(n2)c3ccec(ce3)cdccc(ccd)CNCC(C)C
clcc(ce(cl)c2[nH]c3ccc(ce3n2)C(F)(F)F)c4ccec(c4)NC(=0)c5ccench
CC(CN1CCN(CC1)C)C(=0)Nc2ccece(cc2)c3ccec(c3)c4[nH]c5ccc(cecsn4)C(F)(F)F
clccc2c(cl)[nH]c(n2)c3cc(cs3)cdcce(cc4)NC(=0)Nce5cee(c(c5)CI)Cl

6.29595
6.29706
6.29777
6.30156
6.3038
6.30749
6.30925
6.31086
6.31606
6.31881
6.31939
6.32184
6.324
6.32527
6.32802
6.32933
6.33066
6.33216
6.33297
6.33471
6.33714
6.33779
6.33813
6.34042
6.34078
6.34104
6.34116
6.34294
6.34413
6.34441
6.34452
6.34503
6.34868
6.34928
6.35504
6.35608
6.35669
6.35819
6.35926
6.36108
6.36359
6.3686
6.37345
6.3742
6.37436
6.37531
6.37627
6.38161
6.38199
6.38334
6.38403
6.38609
6.38676
6.3877
6.38853
6.39027
6.39208
6.3924
6.39365
6.39432
6.39581
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535844
530985
529418
526685
527631
528902
530714
541389
528174
525543
531692
532816
530495
536987
528142
540232
542506
537692
537794
538031
536676
531870
532949
543005
525346
527888
534394
525074
534766
538715
527145
525835
537674
537960
541470
537208
541149
541145
538928
539689
527180
526059
527169
538425
535760
540039
531119
532657
539429
542679
525436
533035
529417
531965
536472
541594
529611
539372
541590
528388
533662

Cclccec2cl[nH]c(n2)c3ccec(s3)cdccec(ccd)CNCe5cecee(c5)C(=0)0C
Cnlcc(ncl)CCNC(=0)c2ccce(cc2)c3cec(s3)c4[nH]c5ccc(cecsn4)C(F)(F)F
clcc(ccc1CN)CNCc2ccc(cc2)c3ccc(ce3)cd[nH]c5cec(cchnd)F
Cclcccc2cl[nH]c(n2)c3ccec(c3)caccec(c4)NC(=0O)Ne5eec(cec5)0OC
CN1CCN(CC1)CC(=0O)Nc2ccce(cc2)c3cecc(c3)ca[nH]c5cce(cc5n4)C(F)(F)F
CC(=0)Ncl1ncc(s1)C(=0)Nc2ceec(c2)c3cec(s3)ca[nH]c5cce(cc5n4)C(F)(F)F
CN(C)CCN1CCN(CC1)Cc2cccce(c2)c3cce(sc3)c4[nH]c5cceec5n4
clccc2ce(cl)[nH]c(n2)c3ccec(c3)cdccec(ccd)CNCe5cecece(s5)céeeceen6
Cclcccc2cl[nH]c(n2)c3ccce(ce3)cdccec(c4)CNCCNC(=0)c5eenn5C
Cclncc(s1)CN2CCC(CC2)C(=0)Nc3ccc(ce3)cancseececc504
Cclcccc2cel[nH]c(n2)c3ccec(c3)cdccec(cd)CNCeheeceecs
Cclcccc2cel[nH]c(n2)c3ccec(ce3)caccec(cd)CNCehecec(c5)N
clcec2ce(cl)[nH]c(n2)c3ccec(c3)cdccec(c4)NC(=O)NCce5ccec(c5)F
Cnlcc(n(c1=0)C)C(=0)Nc2ccec(c2)c3cccec(c3)c4[nH]c5ccc(cc5n4)F
CNCCNCclccc(ccl)c2cecc(cc2)c3[nH]c4cce(ccd4n3)F
Cclcccc2cl[nH]c(n2)c3ccec(s3)cdcec(ccd)CNSCCCC(C5)N
clcc(cccICNCCCN2CCCC2=0)c3cce(s3)c4[nH]c5cce(ces5n4)C(F)(F)F
clcc(cccICN2CCN(CC2)CCO)c3ccc(s3)ca[nH]c5ccc(ce5n4)C(F)(F)F
Cclc(c(onl)C)c2ccec(c2)CNCc3cccc(c3)cdcccec(c4)c5[nH]c6eecececons
clcce(c(cl)C(=0)N)OCC(=0O)Nc2ccec(c2)c3ccec(c3)c4[nH]cbececechn4
Cclcccc2cl[nH]c(n2)c3ccec(c3)cdccc(ccd)NC(=0)C(=0)c5ceen5C
Cclcccc2cl[nH]c(n2)c3cccec(c3)caccec(cd)NC(=0O)Nce5cee(c(c5)CNCl
Cclcccc2cl[nH]c(n2)c3ccec(s3)cdccc(ccd)CNSCCC(C5)N
CN1CCN(CC1)CC(=0O)Nc2cccec(c2)c3cccc(c3)cd[nH]c5ccc(ce5n4)C(F)(F)F
Cclcccc2cl[nH]c(n2)c3cccec(c3)caccc(ccd)C(=O)NSCCCCC5C(C)O
Cclccec2cel[nH]c(n2)c3cccec(c3)cdccec(cd)CNCehcecec(c5)c6c(noc6C)C
clcc(ccelc2ecc(cc2)C(=0)N3CCCCC3CN4CCC(C4)0)c5[nH]cbecc(cecbn5)F
COclccc(ccl)CNCc2cccec(c2)c3ccec(c3)c4[nH]c5ccececsn4
clcc(ce(cl)c2cecec(s2)c3[nH]c4ccc(ccan3)C(F)(F)F)CNCC5CCCO5
clcce(ce(c1)NC(=0)c2ccenc2)c3cec(s3)ca[nH]c5cec(ce5n4)C(F)(F)F
clccc2cc3c(cc2cel)[nH]ec(n3)cdcce(ccd)NC(=0)c5ececece(c5)Br
clcc(cc(cl)c2cecc(cc2)c3[nH]c4cec(ccan3)C(F)(F)F)CNCc5ccec(c5)N
clccc2c(cl)[nH]c(n2)c3ccec(c3)NC(=0)cdccec(c4)NC(=0)c5cccos
CC(C)(C)OC(=0)C1CCCN(C1)Cc2ccc(cc2)c3ccec(c3)cd[nH]c5ececec5n4
COC(=0)clccec(cl)CNCc2ccec(c2)c3cec(ce3)c4[nH]c5cceecshn4
CC(=0)Ncl1ncc(s1)C(=0)Nc2cec(ce2)c3ccec(c3)cd[nH]c5ccc(cchnd)F
Cclcccc2cl[nH]c(n2)c3ccec(c3)caccec(cd)NC(=0)c5enc(s5)NC(=0)C
clccc2c(cl)[nH]c(n2)c3cc(cs3)cdccec(c4)NC(=0)c5cecc(cc5)C(=0)N
Cclc(snnl)C(=0O)Nc2ccec(c2)c3cc(sc3)cd[nH]c5cceec5n4
clce(ce(cl)NC(=0)Nc2ccesc2)c3ccc(ce3)cd[nH]c5cec(cc5n4)C(F)(F)F
clcc(ce(cl)c2[nH]c3cee(cec3n2)C(F)(F)F)cdcce(ccd)NC(=0)c5ceec(c5)C(=0)N
Cclcccc2cl[nH]c(n2)c3ccce(ce3)cdcee(ccd)CNSCCCC(C5)N
clccc2c(cl)[nH]c(n2)c3ccc(s3)c4ccec(c4)NC(=0)c5cecec(c5)C(=0)N
clcc(ccclCN2CCCCC2)c3ccec(cc3)c4[nH]c5ecc(ccbnd)F
clcec2ce(cl)[nH]c(n2)c3ccec(c3)cdccc(cc4)NC(=0)CCce5c[nH]ecn5
Cclcccc2cl[nH]c(n2)c3ccc(ce3)cdccc(ccd)CNCeheec(ce5)0C
C=CCOC(=0O)N1CCC(C1)CNCc2cccc(c2)c3ccee(c3)cd[nH]c5cceecs5n4
Cclcccc2cl[nH]c(n2)c3ccec(ce3)cdccec(cd)NC(=0O)Nc5ccee(c(c5F)F)F
clccc(ccl)CNCc2ccc(cc2)c3ccec(ce3)cd[nH]c5ceececec5n4
clcc(ce(c1)NC(=0)c2cencc2)c3ccec(ce3)cd[nH]c5cec(ce5nd)C(F)(F)F
clccc2ce(cl)[nH]c(n2)c3ccc(s3)cdccec(c4)CNCCeheencch
Cclcccc2cl[nH]c(n2)c3ccec(c3)cdccec(cd)CNC(C)C
Cclcccc2cl[nH]c(n2)c3ccece(s3)cdccec(c4)CNCe5ecec(cc5)S(=0)(=0)C
clcc(ce(cl)c2[nH]c3ccec(cec3n2)F)cdccec(c4)NC(=0)c5ecocs
clce(ce(cl)F)CNC(=0O)Nc2ccece(c2)c3ccec(c3)c4[nH]c5cec(cc5n4)C(F)(F)F
clcec2ce(cl)[nH]c(n2)c3cc(cs3)cdccc(cc4)NC(=0O)Nce5cee(c(c5F)F)F
clcce(ccl)n2nec(n2)CNCc3cccc(c3)cdccec(s4)c5[nH]c6cec(ccon5)C(F)(F)F
Cclccec2cel[nH]c(n2)c3ccec(c3)caccec(c4)NC(=0)c5cec(c(c5)NC(=0)C)C
CS(=0)(=0)clccc(ccl)CNCc2ccc(cc2)c3ccec(c3)c4[nH]c5ceecechn4
Cclcccc2cl[nH]c(n2)c3ccec(c3)cdccec(c4)NC(=0)c5eec(ce5)C(=0)N
Cclcccc2cl[nH]c(n2)c3ccc(ce3)cdcccc(cd)CNCe5ccec(c5)C(=0)0C

6.39603
6.39621
6.39629
6.39845
6.39921
6.40012
6.40022
6.4019
6.40279
6.40509
6.40518
6.40873
6.4103
6.41087
6.41235
6.41767
6.41993
6.4213
6.42333
6.42436
6.42545
6.42609
6.42776
6.43
6.43032
6.43225
6.43371
6.43381
6.43498
6.44021
6.44052
6.44325
6.44344
6.44618
6.4506
6.45104
6.45158
6.45475
6.45509
6.45523
6.45578
6.45651
6.45726
6.45749
6.45856
6.4672
6.46909
6.47101
6.47145
6.47276
6.47388
6.47429
6.47665
6.47785
6.48087
6.48168
6.48236
6.48339
6.48672
6.49066
6.49261
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539890
525795
530951
541492
533720
529716
542886
539487
537430
531536
532848
534480
527146
538178
537409
525951
529400
538297
539879
534517
530508
526600
538930
535383
541287
531456
542042
543037
526666
541463
538370
532172
542340
529167
524998
527738
536301
528641
529642
536449
540058
540169
542318
532680
534929
532524
529907
530868
532300
533448
532947
533214
534275
540004
534743
542521
536005
530684
532793
537403
538804

Cclccec2cl[nH]c(n2)c3ccec(ce3)cdccc(ccd)CNCeheec(cc5)NC
clccc2c(cl)[nH]c(n2)c3cc(ccc30)NC(=0)cdccc(ccd)N(=0)=0
CS(=0)(=0)clccc(ccl)CNCc2ccc(cc2)c3cccc(c3)c4[nH]c5ccc(cc5nd)F
CC(=0O)N(C)clcee(ccl)C(=0)Nc2cceec(c2)c3ccec(c3)c4[nH]c5ccc(ccsn4)C(F)(F)F
Cclc(snnl)C(=0O)Nc2ccec(c2)c3cec(ce3)cd[nH]c5ccc(cc5n4)C(F)(F)F
CNCCNCclccc(ccl)c2cecec(cc2)c3[nH]cdcec(ccan3)C(F)(F)F
Cclcccc2cl[nH]c(n2)c3ccec(c3)cdcec(ccd)NC(=0O)C5CCN(CC5)C(=0)C
COclcec(ccl)CNCc2ccece(c2)c3cec(ce3)c4[nH]c5ccecee5n4
COclcce(ccl)NC(=0O)Nc2ceec(c2)c3cccec(c3)c4[nH]c5ceeecs5n4
CN1CCN(CC1)CC(=0O)Nc2cccec(c2)c3ccec(s3)c4[nH]c5cce(ce5n4)C(F)(F)F
clcc(ce(cl)c2ecec(c2)c3[nH]cdcec(cc4n3)F)CNCehecc(cc5)CN
Cclcccc2cel[nH]c(n2)c3ccc(s3)cdccc(ccd)CNCCNC(=0)c5cenn5C
clcc(ce(cl)c2[nH]c3cee(cec3n2)F)cdccc(cc4)CNSCCN(CC5)CCN6CCOCCH
Cclcccc2cl[nH]c(n2)c3ccec(c3)cdccc(ccd)CNCe5ccec(c5)C(=0)0C
COclccecccINC(=0)Nc2cccece(c2)c3cec(ce3)c4[nH]c5cec(ces5n4)C(F)(F)F
Cclcccc2cl[nH]e(n2)c3ccecec(c3)cdccec(cd)NC(=0)c5esnn5
Cnlc(ccnl)C(=O)NCCNCc2cccece(c2)c3cec(s3)c4[nH]c5ccecee5n4
Cclccec2cel[nH]c(n2)c3cccec(c3)cdccc(ccd)NC(=0)CCchc[nH]en5
clcc(cncl)c2cec(c3cc(cce3n2)Cl)C(=0)Ncdeec(ccd)S(=0)(=0)N5CCCCh
COclccc(ccl)CNCc2cccec(c2)c3cccc(c3)c4[nH]c5eec(cch5nd)F
CNclccee(ccl)CNCc2ccec(c2)c3ccc(ce3)cd[nH]c5cceec5n4
clcc(ce(cl)c2cec(cec2)c3[nH]c4dccc(cc4an3)C(F)(F)F)CNCCCN5CCCC5=0
Cclcccc2cl[nH]c(n2)c3cccec(c3)cdcccc(cd)CNCce5ecece(ce5)S(=0)(=0)C
CN1CCN(CC1)CC(=0O)Nc2ccce(cc2)c3cec(s3)c4[nH]c5ccecec5n4
clcc(ce(cl)c2ecec(c2)c3[nH]c4ccc(cc4n3)C(F)(F)F)CNCCCN5CCCC5=0
COC(=0O)clccee(cl)CNCce2ccec(cec2)c3cec(ce3)c4[nH]c5cec(ce5n4)C(F)(F)F
Cnlc(ccnl)C(=0O)NCCNCc2ccc(cc2)c3ccc(ce3)c4[nH]c5ccc(ccs5n4)F
clcc(ce(cl)c2[nH]c3cce(ce3n2)F)cdccc(ccd)NC(=0)Ne5cee(ce5)Cl
CC(=0O)Ncl1nc(cs1)C(=0O)Nc2ccc(cc2)c3ccec(c3)cd[nH]c5ccc(cc5nd)F
Cclcccc2cl[nH]c(n2)c3ccec(c3)cdccc(ccd)NC(=0)CC5cb6eececc6C(=0)NS
COC(=0O)clccee(cl)CNCce2ccce(cec2)c3cec(s3)c4[nH]c5cceec5n4
CC(=0O)Nc1nc(cs1l)C(=0O)Nc2ccce(c2)c3cec(ce3)cd[nH]c5ccc(ce5nd)F
CC(C)NCclccece(cl)c2ccec(c2)c3[nH]c4cce(ccdn3)F
clccc(ccl)CNCc2ccc(cc2)c3ccc(ce3)cd[nH]c5cee(ce5nd)F
Cclcccc2cl[nH]c(n2)c3ccc(ce3)cdccc(ccd)CNCehecee(c5)C(=0)0C
clccc(ccl)CNCc2ccec(c2)c3cccec(c3)cd[nH]c5cec(cchnd)F
Cclcccc2cl[nH]c(n2)c3ccec(c3)caccec(c4)NC(=0)CNce5cee(ce5)C(=0)N
CC(C)(C)C(=0O)Nclcce(ccl)C(=0)Nc2ccee(c2)c3[nH]c4ccececdn3
CCOC(=0)clccec(ccl)c2ec(c(nc2)N)c3[nH]c4c(ccec4n3)C
CC(C1CCCCN1C(=0)c2cccec(c2)c3cccc(c3)cd[nH]c5cec(cc5n4)C(F)(F)F)O
clccc2c(cl)[nH]c(n2)c3ccc(s3)cdcce(cc4)CNSCCN(CC5)CCN6CCOCCH
clcc(cc(cl)c2[nH]c3cee(cec3n2)C(F)(F)F)cdccee(cd)C(=O)NSCCCCC5CN6CCC(C6)0
clccc2e(cl)[nH]c(n2)c3ccc(s3)c4ccc(cc4)NC(=0)Nc5eesch
clcc(ce(cl)NC(=0)c2cencc2)c3ccec(cc3)cd[nH]c5ecc(cebnd)F
clcc(ce(cl)NC(=0)c2csnn2)c3cec(ce3)c4[nH]c5cce(cc5n4)F
clcc(ce(cl)c2[nH]c3ccec(ce3n2)C(F)(F)F)cdcee(cc4)CNCC5CCCO5
clcc(ce(cl)c2[nH]c3ccec(ce3n2)C(F)(F)F)cdccee(c4)NC(=0)c5ccoch
Cclenc(cnl)C(=0)Nc2ccec(c2)c3cc(sc3)c4[nH]c5cceee5n4
clce(ce(cl)NC(=0O)Nc2ccece(cc2)c3ccee(c3)c4[nH]c5cce(cec5n4)F)C#N
CC(CN1CCN(CC1)C)C(=0O)Nc2ccece(c2)c3ccec(c3)c4[nH]c5cec(ccs5n4)F
CNC(=0)Cclccc(ccl)C(=0)Nc2ceec(c2)c3cc(sc3)c4[nH]c5cceecs5n4
CCOC(=0)clccc(ccl)NC(=0)Nc2cec(cc2)c3cec(ce3)ca[nH]c5ccc(ccs5n4)C(F)(F)F
Cclcccc2cl[nH]c(n2)c3ccc(ce3)caccc(ccd)NC(=0O)Ne5ceee(c(c5F)F)F
C=CCOC(=0O)N1CCC(C1)CNCc2cccc(c2)c3cec(s3)c4[nH]c5cceec5n4
CC(C(=0)Nclccce(ccl)c2cec(ce2)c3[nH]cdccc(ccdn3)C(F)(F)F)NC(=0)C5CCCC5
CC(C)(C)OC(=0)C(CC(=O)N)NC(=0O)clccc(ccl)c2ecec(s2)c3[nH]cdccc(ccan3)C(F)(F)F
clcc(cc(cl)c2[nH]c3cee(cec3n2)C(F)(F)F)cdccee(c4)NC(=0)CNc5cee(ce5)C(=0)N
CS(=0)(=0)clcce(ccl)CNCc2ccc(cc2)c3cec(s3)cd[nH]c5ccc(ce5nd)F
clcc(ce(cl)c2cec(cc2)c3[nH]c4ccc(cc4n3)F)CNSCCCCCh
clccc2c(cl)[nH]c(n2)c3cec(cc3)NC(=0)caccc(o4)c5eccc(c5)N(=0)=0
Cclcccc2cl[nH]c(n2)c3ccec(c3)cdccec(c4)NC(=0)c5c(nns5)C

6.49558
6.49752
6.50137
6.50307
6.50314
6.50374
6.50473

6.5074
6.50989
6.51007
6.51097
6.51207
6.51248
6.51435
6.51468
6.51646
6.51909
6.52026
6.52286
6.52305
6.52325
6.52331

6.5239
6.52441
6.52471
6.52577
6.52685
6.53413
6.53536

6.5391
6.53917
6.54097
6.54519
6.54688
6.54839
6.54884
6.54923
6.55016
6.55095
6.55273
6.55284
6.55422
6.55495
6.55555
6.55573
6.55721
6.55801
6.56079
6.56085
6.56187
6.56312
6.56418
6.56432
6.56497
6.56544
6.56739
6.56863
6.57172
6.57296
6.57407
6.57417
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526866
537377
543114
532242
529214
534808
537042
527262
538104
525987
542457
538493
534329
530833
535441
538374
530744
530608
529018
532253
539469
542991
535094
539753
538579
535462
541473
532256
537824
526285
537145
525458
541469
529013
527411
524474
540237
525673
542885
528131
525899
530584
527277
531894
542414
529246
538786
532491
527059
539557
530404
534407
525455
541248
541269
530305
529589
542346
533915
527291
528495

clccc(ccl)CNCc2ccc(cc2)c3ccecce(c3)cd[nH]c5cee(ce5nd)F
CC(C)NCclccc(ccl)c2cecec(cec2)c3[nH]c4cce(ccan3)C(F)(F)F
Cclcccc2cl[nH]c(n2)c3ccec(c3)cdccc(ccd)NC(=0)c5ecc(nc5)NC(=0)C
clccc(ccl)CNC(=0O)Nc2ccecece(c2)c3ccecc(c3)cd[nH]c5ecc(ce5nd)C(F)(F)F
Cclcccc2cel[nH]e(n2)c3ccec(s3)cdccec(c4)CNCe5ecec(cc5)0C
Cclc(c(onl)C)c2ccec(c2)CNCc3ccec(c3)cdcec(sc4)c5[nH]c6eececeebns
CC(C)NCc1lccc(ccl)c2cececc(c2)c3[nH]cdcce(ccan3)C(F)(F)F
Cnlc(ccnl)C(=O)NCCNCc2cccce(c2)c3ccec(c3)c4[nH]c5cec(cc5n4)F
clcc(cc(cl)c2cecec(cc2)c3[nH]c4ccce(ccdan3)C(F)(F)F)CNCc5cec(cc5)CN
COC(=0O)clccee(cl)CNCce2ccc(cc2)c3cecc(c3)c4[nH]c5ceceees5n4
CC(=0)Nclncc(s1)C(=0)Nc2ccc(cc2)c3cccec(c3)cd[nH]c5cee(ce5nd)C(F)(F)F
Cclcccc2cel[nH]c(n2)c3ccec(c3)cdccc(ccd)CNCehecec(c5)N
clcc(ce(c1)NC(=0O)Nc2ccece(c(c2F)F)F)c3ccc(ce3d)c4[nH]c5cec(ce5n4)C(F)(F)F
Cclcccc2cl[nH]c(n2)c3ccec(c3)caccec(c4)NC(=0)c5c[nH]cn5
clcec2ce(cl)[nH]c(n2)c3cc(cs3)cdccee(c4)CNCCce5cencch
COC(=0O)clccee(cl)CNCc2ccec(c2)c3cec(ce3)c4[nH]c5cec(cc5n4)C(F)(F)F
clccc2c(cl)[nH]c(n2)c3cc(cs3)cdccec(c4)NC(=0)c5cenced
C=CCOC(=0)N1CCC(C1)CNCc2ccc(cc2)c3ccee(c3)cd[nH]c5cceecsn4
clccc2c(cl)[nH]c(n2)c3ccec(c3)cdccc(ccd)NC(=0)Ne5eecbe(c5)0C06
clccc2e(cl)[nH]c(n2)c3ccc(cec3)NC(=0)c4cee(s4)N(=0)=0
clcc(cccICN2CCN(CC2)c3cencce3)cdccec(ced)c5[nH]c6ecc(ccbn5)F
Cclcccc2cl[nH]c(n2)c3ccc(ce3)caccec(c4)CNCC5CCN(C5)C(=0)0CC=C
clcc(ce(cl)c2ceec(cc2)c3[nH]c4ccce(cc4n3)C(F)(F)F)CNCC5CCCO5
clcc(ce(cl)c2[nH]c3cec(cec3n2)F)cdccee(c4)NC(=0)c5ccec(c5)C(=0)N
COclcce(ccl)CNCce2ccece(cc2)c3ccec(cc3)cd[nH]c5cec(ceb5nd)F
Cclccec2cl[nH]c(n2)c3ccece(s3)c4ccec(c4)CNCC5CCN(C5)C(=0)0CC=C
CC(CN(C)C)C(=0)Nclccece(cl)c2cec(cec2)c3[nH]cdccc(cc4n3)C(F)(F)F
clcc(ce(c1l)NC(=0O)Nc2ccecece(c2)c3ccec(cc3)cd[nH]c5eec(ces5nd)C(F)(F)F)C#N
Cclcccc2cl[nH]c(n2)c3ccc(cc3)cdccec(c4)CNCe5ceeecs
clccc2ce(cl)[nH]c(n2)c3ccec(c3)cdccc(ccd)NC(=0O)Nebeesch
Cclcccc2cl[nH]c(n2)c3ccece(s3)cdcec(ccd)CNSCCN(CC5)CCN6CCOCC6
clce(ce(cl)NC(=0)CCc2c[nH]cn2)c3ccc(ce3)c4[nH]c5ccc(cec5n4)F
CC(=0O)Nclccce(cel)c2[nH]c3cc(cece3n2)c4[nH]c5cc(cce5n4)NC(=0)C
clcc(cccle2[nH]c3ccec(ce3n2)cdcec5e(cd)[nH]c(n5)c6cce(cec6)Cl)Cl
COclccc(ccl)CNCc2ccec(cc2)c3ccc(ce3)c4[nH]c5ecececsn4
Cclcccc2cl[nH]c(n2)c3ccc(cc3)cdccc(ccd)CNCehecee(c5)c6c(noc6C)C
CC(=0O)N1CCC(CC1)C(=0)Nc2ccc(cc2)c3cecc(c3)c4[nH]c5ccc(ce5n4)C(F)(F)F
clcc(ce(cl)c2[nH]c3ccc(ce3n2)C(F)(F)F)cdccec(c4)NC(=0)c5csnn5
CC(=0O)Nclccce(cnl)C(=0O)Nc2cce(cc2)c3ccec(c3)cd[nH]c5ceceec5n4
clcec2ce(cl)[nH]c(n2)c3ccc(ce3)cdcecee(c4)NC(=0O)Nc5cec(c(c5F)F)F
COC(=0O)clccee(cl)CNCce2ccc(cec2)c3cec(ce3)c4[nH]c5cec(cecs5n4)F
Cclcccc2cel[nH]c(n2)c3cec(ce3)c4ccec(cd)CNCeheec(ce5)0C
Cclcccc2cel[nH]c(n2)c3cccec(c3)caccc(ccd)NC(=O)NCcehceeec(ch)F
CS(=0)(=0)clccccclCNC(=0)c2ccc(ce2)c3ccc(s3)c4[nH]c5ccc(ccsn4)C(F)(F)F
clcec2c(cl)[nH]c(n2)c3ccec(c3)cdccec(c4)CNSCCN(CC5)CCN6CCOCC6
CC(=0O)N(C)clccec(cl)C(=0)Nc2cceec(c2)c3ccec(c3)c4[nH]c5ccc(cec5n4)C(F)(F)F
clce(encl)CCNCc2ccc(cc2)c3ccec(s3)c4[nH]c5cec(cc5nd)F
Cclcccc2cl[nH]c(n2)c3cccec(c3)caccec(cd)NC(=0O)Nce5cece(ce5)Cl
Cclccec2cl[nH]c(n2)c3cccec(c3)cdccec(c4)NC(=0)c5eences
Cclc(snnl)C(=0O)Nc2ccec(c2)c3ccec(c3)cd[nH]c5cce(ce5n4)C(F)(F)F
CCOclcc(cc(c10CC)OCC)C(=0)Nc2ccec(ce2)c3[nH]c4cceec4n3
CnlcncclCNCc2ccc(cc2)c3ccec(c3)c4[nH]c5ccecee5nd
CC(=0)Nclcce(cnl)C(=0)Nc2ccec(c2)c3ccc(s3)ca[nH]c5ccc(ce5n4)F
clccc2ce(cl)c(=0)cc([nH]2)C(=0)Nc3ccec(c3)cdec(scd)c5[nH]c6ceececcons
Cclcccc2cl[nH]c(n2)c3ccc(ce3)cdccec(cd)NC(=0)c5esc(n5)NC(=0)C
Cclcccc2cl[nH]c(n2)c3ccec(c3)cdccc(ccd)NC(=0)c5esc(n5)NC(=0)C
Cclcccc2cl[nH]c(n2)c3ccec(c3)cdcce(ccd)NC(=0O)NCc5ceeech
clccc(ccl)NC(=O)Nc2ccec(c2)c3cec(ce3)cd[nH]c5cec(ce5n4)C(F)(F)F
CC(=0)Nclccc(cnl)C(=0)Nc2ccc(ce2)c3ccec(c3)cd[nH]c5ccc(cc5nd)F
CC(C)NCclccce(ccl)c2ccec(c2)c3[nH]c4ccecece4n3
CC(=0)Nclcce(cnl)C(=0)Nc2ccec(c2)c3ccc(ce3)cd[nH]c5cec(cc5n4)C(F)(F)F

6.57558
6.57586
6.5773
6.57824
6.5804
6.58062
6.582
6.58345
6.58348
6.5838
6.58478
6.5857
6.58662
6.58773
6.58868
6.59083
6.5923
6.59419
6.59478
6.59884
6.60033
6.60037
6.60164
6.60319
6.60376
6.60528
6.60533
6.60716
6.60819
6.60892
6.61151
6.61289
6.61624
6.61774
6.61876
6.62113
6.62199
6.62334
6.62361
6.62393
6.62553
6.62586
6.62617
6.62664
6.62668
6.62682
6.62742
6.62769
6.62769
6.62834
6.63098
6.63157
6.6331
6.6336
6.63425
6.63435
6.63565
6.63589
6.63593
6.63614
6.63656
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533713
527878
541550
539976
529541
534686
537701
539084
531797
536772
525846
536972
527855
533570
528110
527325
536890
535926
527982
536236
531832
529227
528233
535437
527740
535141
535705
534996
538909
525635
530294
531342
531062
540999
529085
526651
541860
532866
534132
525540
531214
539563
525730
535691
537472
527894
541497
539248
529135
529365
531024
541342
534553
526722
537963
532001
525175
531771
542916
540005
529185

Cclcccc2cl[nH]c(n2)c3ccc(ce3)cdccc(cc4d)CNSCCN(CC5)CCN6CCOCC6
Cclcccc2cl[nH]c(n2)c3ccece(s3)cdccec(c4)CNC(C)C
clccc2c(cl)[nH]c(n2)c3cc(cs3)cdccec(c4)NC(=0)cheeench
C=CCOC(=0)N1CCC(C1)CNCc2ccc(cc2)c3cec(s3)c4[nH]c5ccecechn4
clcc(ce(cl)c2[nH]c3cec(ce3n2)C(F)(F)F)cdccee(c4)NC(=0)c5eec(cc5)C(=0)N
Cclcccc2cl[nH]c(n2)c3ccec(c3)cadccec(c4)NC(=0)c5eeencs
Cclc(c(onl)C)c2ceec(c2)CNCc3ccec(c3)cdccc(ced)c5[nH]c6eececbn5
clcc(ce(cl)c2[nH]c3cce(ce3n2)C(F)(F)F)cdccec(c4)NC(=0O)Nc5cee(ce5)Cl
clcc(ce(c1)NC(=O)NCc2ccc(cc2)F)c3cec(ce3)c4[nH]c5cce(cec5n4)F
clce(ce(c1)NC(=0O)Nc2cceee(c2)c3ccee(c3)c4[nH]c5cce(cc5n4)F)C#N
clcc(cc(cl)c2[nH]c3cec(cec3n2)C(F)(F)F)cdccee(c4)NC(=0)Cchc[nH]en5
clcc(cc(cl)NC(=O)Nc2ccecece(c2)c3ccec(c3)c4[nH]c5ecc(cebnd)C(F)(F)F)C#N
clcee(ccl)CNCce2ccec(c2)c3ccc(ce3)c4[nH]c5cec(cec5n4)C(F)(F)F
Cclcccc2cl[nH]c(n2)c3ccec(s3)cdccec(c4)NC(=0)c5esc(n5)NC(=0)C
Cclcccc2cl[nH]c(n2)c3ccecc(c3)cdccc(ccd)NC(=0)C(C)CN(C)C
clcc(cc(cl)c2[nH]c3cee(cec3n2)F)cdccec(c4)NC(=0O)Nc5cee(ce5)Cl
clccc2c(cl)[nH]c(n2)c3cee(cc3)NC(=0)caccec(cd)N(=0)=0
Cclcccc2cel[nH]c(n2)c3cccec(c3)caccec(c4)NC(=0)csecoch
Cnlc(ccnl)C(=0O)NCCNCc2ccc(cc2)c3ccec(c3)c4[nH]c5ccc(cc5n4)F
Cclc(snnl)C(=0O)Nc2ccec(c2)c3ccec(c3)cd[nH]c5ccc(ccsn4)F
clcc(ccele2ecc(cc2)NC(=0O)Ne3ccece(c(c3F)F)F)c4[nH]c5ccc(cec5n4)C(F)(F)F
Cclcccc2cl[nH]c(n2)c3ccec(s3)cdccec(c4)CNCCNC(=0)c5cenn5C
Cclcccc2cl[nH]c(n2)c3cccec(c3)cdccc(ccd)CNCe5ccee(c5)c6c(noc6C)C
Cclcec(ccINC(=0)C)C(=0O)Nc2cccece(c2)c3cccc(c3)cd[nH]c5cce(cc5n4)C(F)(F)F
COclcce(ccl)CNCc2ccece(cec2)c3ccec(c3)c4[nH]c5ccecee5n4
CC(C)NCclccc(ccl)c2cecec(cec2)c3[nH]c4cce(ccdn3)F
clcc(cc(cl)N)CNCc2ccc(cc2)c3ccec(c3)c4[nH]cbecc(ccshn4)F
clccc2ce(cl)[nH]c(n2)c3ccc(s3)cdcce(cc4)CNCCcehecench
Cclc(c(onl)C)c2ccec(c2)CNCc3ccc(ce3)cdccc(ced)c5[nH]c6cec(ccbn5)F
CCOC(=0)clccc(ccl)NC(=0O)Nc2ccec(c2)c3cec(ce3)cd[nH]c5cceec5n4
CCOC(=0)clcce(ccl)NC(=0O)Nc2cccee(c2)c3cec(ce3)cd[nH]c5cee(cc5n4)C(F)(F)F
Cclcccc2cl[nH]c(n2)c3cccec(c3)cadccc(ccd)NC(=0)c5ennbécs5ncech
clcc(cc(cl)c2[nH]c3cec(cec3n2)F)cdcec(cc4d)CNSCCN(CC5)c6eencch
Cclcccc2cel[nH]c(n2)c3ccc(s3)c4ccec(c4)CNCe5ccece(c5)c6e(noc6C)C
clccc2e(cl)[nH]c(n2)c3cc(cs3)cdccec(c4)NC(=0)chccoch
COC(=0)clccc2e(cl)[nH]c(n2)c3cc(cnc3N)caccec(cd)cseccees
Cclcccc2cl[nH]c(n2)c3ccec(s3)cdccec(c4)CNCce5cecec(c5)C(=0)0C
CNclccee(ccl)CNCc2ccc(cc2)c3ccc(ce3)cd[nH]c5cee(cc5nd)F
CC(CN(C)C)C(=0O)Nclcce(ccl)c2ceeece(c2)c3[nH]cdcee(ccd4n3)C(F)(F)F
Cclcccc2cl[nH]c(n2)c3ccc(ce3)cdcee(ccd)CNCCeheence5
Cclccec2cl[nH]c(n2)c3ccece(s3)c4cce(ccd)CNCceheccech
clcec2c(cl)[nH]c(n2)c3ccec(c3)cdccc(cc4)CNCCCN5CCOCCS
C=CCOC(=0)N1CCC(C1)CNCc2cccc(c2)c3ccec(c3)ca[nH]c5ccc(cchn4)F
clcc(ce(cl)c2[nH]c3cec(ce3n2)C(F)(F)F)cdccec(c4)NC(=0)c5e[nH]en5
CC(=0)Nclcce(cnl)C(=0)Nc2ccec(c2)c3ccc(ce3)cd[nH]c5cceec5n4
CnlcncclC(=0)Nc2ccec(c2)c3ccecec(c3)ca[nH]c5cec(cc5n4)C(F)(F)F
CC(=0O)Nclccce(cnl)C(=0O)Nc2ccee(c2)c3ccec(c3)cd[nH]c5cceec5n4
Cclcccc2cl[nH]c(n2)c3ccce(ce3)cdccec(c4)CNCCe5eence5
Cclc(c(onl)C)c2ccec(c2)CNCc3cccc(c3)cdcec(s4)c5[nH]c6ececeeebn5
CNCCNCclcccce(cl)c2cecee(c2)c3[nH]c4cec(ccd4n3)C(F)(F)F
clccc2ce(cl)[nH]c(n2)c3ccc(s3)cdccc(cc4)CNSCCN(CC5)cbecncch
COclccc(ccl)CNCc2ccc(cc2)c3cccc(c3)c4[nH]c5eec(ceb5nd)F
clccc2ce(cl)[nH]c(n2)c3ccc(s3)cdccec(c4)CNCCce5ecench
clcc(ce(cl)c2[nH]c3ccec(ce3n2)C(F)(F)F)cdccec(c4)NC(=0)c5cenecs
Cclcccc2cl[nH]c(n2)c3ccec(c3)cdccec(c4)CNSCCN(CC5)c6eencch
CN(C)CCN1CCN(CC1)Cc2ccc(cc2)c3cece(c3)ca[nH]c5ccecees5n4
Cclccec2cl[nH]c(n2)c3cccec(c3)caccc(ccd)NC(=0O)Nce5ceee(ce5)Cl
CCOC(=0)clccc(ccl)NC(=0O)Nc2ccec(cec2)c3ccec(s3)c4[nH]c5c(cececsn4)C
clcc(ce(cl)c2[nH]c3ccc(ce3n2)F)cdccec(c4)NC(=0O)Nebeesch
COclccc(ccl)CNCc2cccec(c2)c3cccc(c3)c4[nH]c5ccc(ces5n4)C(F)(F)F
CN1CCC(CC1)N2CCN(CC2)Cc3cccece(c3)caccec(c4)c5[nH]c6eecececn5

6.63667
6.6372
6.6383

6.64064

6.64108

6.64125

6.64134

6.64457

6.64548

6.64702

6.64718

6.65021

6.65314

6.65409

6.65452

6.65662

6.65685

6.65913

6.66232

6.66252

6.66439

6.66646

6.66678

6.66707

6.67012

6.67103

6.67182
6.6722

6.67285
6.6745

6.67454
6.6747

6.67489

6.67534

6.67621

6.67633

6.67651

6.67746

6.67816

6.68194

6.68278

6.68308

6.68374

6.68657

6.68701

6.68863

6.68951

6.69079

6.69099

6.69318

6.69375

6.69514

6.69528

6.69606

6.69841

6.70032

6.70078

6.70115

6.70185

6.70785

6.71192
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532302
532971
527967
535255
526489
532464
527041
542214
535681
541572
531255
526588
527561
528589
537770
535699
532354
534062
539836
536116
534301
540807
534020
542985
533744
526196
538025
538675
531294
543031
530189
526688
530938
530438
527495
542277
532355
530038
537032
537009
534359
538885
541148
542762
526288
528509
540226
528944
535188
541776
528159
531054
541402
541677
538038
539841
535975
529390
529926
534974
528357

CS(=0)(=0)clcce(ccl)CCNCce2ccc(cc2)c3cccc(c3)cd[nH]c5ececee5n4
clccc2ce(cl)[nH]c(n2)c3ccc(s3)c4cce(cc4)NC(=O)Nce5cee(c(c5F)F)F
CC(C)NCclcccece(cl)c2cec(cc2)c3[nH]cdccc(ccan3)C(F)(F)F
Cclcccc2cl[nH]c(n2)c3ccec(c3)cdccec(c4)CNCCNC(=0)c5cenn5C
clcc(ce(cl)c2[nH]c3ccec(ce3n2)C(F)(F)F)c4cec(cc4)CNCCCN5CCCC5=0
Cclcccc2cl[nH]c(n2)c3ccce(ce3)cdcccc(cd)CNCc5ccee(c5)c6c(noc6C)C
Cclcccc2cl[nH]c(n2)c3ccc(ce3)cdccec(cd)NC(=0)c5cce(nc5)NC(=0)C
CCC(C)NC(=0O)Nclcce(ccl)c2cecce(c2)c3[nH]c4c(cceed4n3)C
Cclcccc2cl[nH]c(n2)c3ccec(c3)cdcce(ccd)NC(=0O)Nce5ceeee(c5)CHN
Cnlc(ccnl)C(=O)NCCNCc2ccc(cc2)c3cec(s3)c4[nH]c5ccc(ccs5n4)C(F)(F)F
Cclcccc2cl[nH]c(n2)c3ccec(c3)cdccec(cd)CNCehecec(c5)C(=0)0C
CC(=0)Nclncc(s1)C(=0)Nc2ccec(c2)c3cccec(c3)cd[nH]c5cec(ce5n4)C(F)(F)F
CC(=0O)Ncl1nc(cs1)C(=0O)Nc2ccec(cc2)c3cccec(c3)cd[nH]c5cec(cc5n4)C(F)(F)F
CN1CCCC(C1)CN2CCN(CC2)Cc3ccc(ce3)caccee(cd)c5[nH]cbecc(cebn5)F
clcc(ccc1CN2CCC(C2)N)c3ccec(ce3)cd[nH]c5cec(cc5nd)F
Cclcccc2cl[nH]c(n2)c3cccec(c3)cdccc(ccd)CNCce5cecec(ce5)S(=0)(=0)C
clcc(ccc1CN2CCN(CC2)CCN3CCOCC3)c4ccece(ced)c5[nH]cbecc(cecbn5)F
clccc2c(cl)[nH]c(n2)c3ccec(c3)cdccc(ccd)NC(=O)Ne5cee(c(c5F)F)F
Cclcccc2cl[nH]c(n2)c3ccc(s3)c4dccec(c4)CNC5CCN(CCh)C
CS(=0)(=0)clccc(ccl)CNCc2ccec(c2)c3cccec(c3)c4[nH]c5ccc(cc5n4)C(F)(F)F
Cclcccc2cl[nH]c(n2)c3ccc(cc3)caccc(ccd)NC(=0)c5esc(n5)NC(=0)C
Cclc(c(onl)C)c2ccec(c2)CNCe3ccec(ce3)cdcee(s4)c5[nH]c6ecc(ccen5)C(F)(F)F
CC(C)NCclccc(ccl)c2ccece(s2)c3[nH]cdcec(ccan3)C(F)(F)F
CC(=0O)Nclccee(cl)C(=0)Nc2cceece(c2)c3cc(sc3)cd[nH]c5cececee5n4
Cclccec2cel[nH]c(n2)c3cec(s3)c4ccec(cc4)CNCe5eec(cc5)0C
CC(=0O)Nclccce(cnl)C(=0)Nc2cccc(c2)c3ccec(s3)c4[nH]c5ceececcs5n4
clcc(ccclCN2CCCC(C2)N)c3ccece(s3)c4[nH]c5ccc(ccs5n4)F
CNclcee(ccl)CNCc2ccc(cc2)c3ccc(s3)c4[nH]c5ccc(cc5n4)C(F)(F)F
Cclcccc2cl[nH]c(n2)c3ccc(s3)cdccc(ccd)NC(=0O)Nce5cee(c(c5)CICl
Cclc(c(onl)C)c2ccec(c2)CNCce3ccec(c3)cdccec(c4)c5[nH]c6ccc(ccbn5)F
Cclcccc2cl[nH]c(n2)c3ccece(s3)caccc(ccd)NC(=0O)Nce5cee(c(c5F)F)F
clcee(ccl)NC(=0O)Nc2ceec(c2)c3ccecec(c3)cd[nH]c5cec(cc5nd)F
Cclccec2cel[nH]c(n2)c3ccece(s3)c4ccc(cc4)NC(=0O)Ne5eee(ce5)0C
Cclccec2cel[nH]c(n2)c3cccec(c3)cdccc(cc4)NC(=0)C(C)CNS5CCN(CCh)C
clcc(ce(cl)F)c2ec(c(nc2)N)c3[nH]c4ccc(ccan3)F
CC(=0)Nclcce(cnl)C(=0)Nc2ccec(c2)c3ccc(ce3)cd[nH]c5ccc(cc5nd)F
clcec2c(cl)[nH]c(n2)c3ccec(c3)cdccec(ccd)CNCCehe[nH]c6c5cc(cch)F
COclcec(ccl)CNCce2ccce(cc2)c3ccec(s3)ca[nH]c5cec(ce5n4)C(F)(F)F
CN1CCC(CC1)N2CCN(CC2)Cc3ccce(ce3)caccec(cd)c5[nH]c6cec(cebn5)F
Cclc(c(onl)C)c2ccec(c2)CNCce3ccec(ce3)cdcec(ced)c5[nH]c6ece(ccen5)C(F)(F)F
COC(=0O)clccee(cl)CNCce2ccec(c2)c3ccec(c3)c4[nH]c5cce(ce5n4)C(F)(F)F
clcc(cc(cl)N)CNCc2ccece(cc2)c3cecc(c3)cd[nH]c5cec(ces5n4)C(F)(F)F
CC(=0)Ncl1nc(cs1)C(=0O)Nc2ccec(c2)c3cceec(c3)ca4[nH]c5ceccecbn4
Cnlc(ccnl)C(=0O)NCCNCc2cccc(c2)c3ccec(c3)c4[nH]c5ccc(cecs5n4)C(F)(F)F
COclcec(ccl)NC(=0O)Nc2ceec(c2)c3cccec(c3)c4[nH]c5cec(cc5nd)F
Cclcccc2cl[nH]c(n2)c3ccc(ce3)cdccc(ccd)NC(=0)Nc5eeses
Cclcccc2cl[nH]c(n2)c3cccec(c3)cdccec(c4)NC(=0)Nc5ceesch
clcc(cc(cl)c2cecce(s2)c3[nH]c4cec(cc4an3)C(F)(F)F)CNCCc5ceenc5
clcc(ce(cl)c2cecec(c2)c3[nH]c4ccc(cc4n3)F)CNCCc5cencch
Cclccec2cl[nH]c(n2)c3cccec(c3)caccc(ccd)NC(=0O)Nce5ceee(c(c5F)F)F
clccc2c(cl)[nH]c(n2)c3ccec(c3)cdccec(c4)NC(=0)Ne5eecbe(c5)0C06
Cclcccc2cl[nH]c(n2)c3ccec(c3)cdccec(cd)NC(=0)cs5enen5C
Cclcccc2cl[nH]c(n2)c3ccec(c3)cdccc(ccd)CNCCNC(=0)c5cenn5C
CNclcee(ccl)CNCc2ccc(cc2)c3ccec(ce3)cd[nH]c5ccc(cc5n4)C(F)(F)F
Cclc(c(onl)C)c2ccec(c2)CNCce3cccec(c3)cdcece(s4)c5[nH]c6ecc(ccen5)C(F)(F)F
clcec2ce(cl)[nH]c(n2)c3cce(ce3)cdccec(c4)NC(=O)NCc5ccec(ce5)F
clccc2c(cl)[nH]c(n2)c3cec(s3)cdccc(cc4)NC(=0O)Nce5cee(c(c5)CI)Cl
clccc2c(cl)[nH]c(n2)c3ccec(c3)cdcec(ccd)CNCCehecench
clccc2e(cl)[nH]c(n2)c3ccc(ce3)cdccc(ccd)CNSCCN(CC5)cbeencch
clccc(ccl)CNCc2ccc(cc2)c3cccec(c3)c4[nH]c5cec(cc5n4)C(F)(F)F
Cclcccc2cl[nH]c(n2)c3ccc(cc3)cdccc(ccd)CNSCCN(CC5)c6eencch

6.712
6.71282
6.71357
6.71721
6.71809
6.71871
6.71992
6.72379
6.72755
6.72979
6.73021
6.73337

6.734
6.73529
6.73561
6.73576
6.73805
6.73966
6.73974
6.73986
6.74004
6.74115
6.74128
6.74281
6.74495
6.74539
6.75114
6.75119
6.75325
6.75348
6.75363
6.75417
6.75609
6.75657
6.75692
6.75981
6.76019
6.76032
6.76075
6.76325

6.7642
6.76437
6.76477
6.76507
6.76619
6.76673
6.76997

6.7702
6.77029
6.77559
6.77716
6.77762
6.77784
6.77844
6.77936
6.78215
6.78297
6.78388
6.78556
6.78695
6.78755
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531419
538498
528512
540781
537645
536078
537132
534607
540642
538126
525957
529229
542807
529967
536892
527439
536017
542328
527081
540042
532401
542514
538231
531998
533556
534971
537672
526200
530057
528204
538987
536002
542720
534056
530009
526939
528154
525333
530778
537431
529752
542624
539878
526467
529284
528992
541741
539378
533143
528949
539321
525820
534339
532573
534273
534538
534276
536574
536397
536852
539924

clcc(ce(cl)c2[nH]c3cce(ce3n2)F)cdcec(cc4)CNSCCCCCS
Cclcccc2cl[nH]c(n2)c3ccec(c3)cdccec(c4)NC(=0)COc5ccecec5C(=0)N
clcc(ce(cl)c2cec(cc2)c3[nH]cdccc(cc4n3)C(F)(F)F)CNSCCN(CC5)CCN6CCOCCH
clccc2ce(cl)[nH]c(n2)c3ccc(s3)cdccc(cc4)CNCCeheencceh
clcc(ccclCNCC2CCCO2)c3ccc(s3)ca[nH]c5cec(cc5n4)C(F)(F)F
Cclcccc2cl[nH]c(n2)c3ccc(s3)cdccc(ccd)NC(=0O)Ne5cececec50C
clcec2ce(cl)[nH]c(n2)c3ccec(c3)cdcec(ccd)CNCe5cecc(ce5)c6esnné
clcc(ce(cl)c2ceece(c2)c3[nH]c4cec(cc4n3)C(F)(F)F)CNSCCN(CC5)c6eencch
clccc2c(cl)[nH]c(n2)c3ccc(ce3)cdcee(cc4d)CNSCCN(CC5)CCN6CCOCC6
clcc(ccclCN)CNCc2ccc(cc2)c3ccec(s3)c4[nH]c5ccc(cec5n4)C(F)(F)F
clccc2c(cl)[nH]c(n2)c3ccec(c3)cdccc(cc4)NC(=0)Ne5cece(ce5)Cl
CN1CCCC(C1)CN2CCN(CC2)Cc3ccce(c3)caccc(ccd)cs5[nH]céecceccbns
COC(=0)clccee(cl)CNCc2ccc(cec2)c3ccce(s3)c4[nH]c5ccc(cec5n4)C(F)(F)F
CN1CCC(CC1)N2CCN(CC2)Cc3cccece(c3)caccce(ced)c5[nH]c6eecececns
clccc2c(cl)[nH]c(n2)c3ccec(c3)cdcec(ccd)CNCe5eesch
CS(=0)(=0)clccc(ccl)CNCc2ccc(cc2)c3ccc(s3)c4[nH]c5cec(ce5n4)C(F)(F)F
COC(=0O)clccec(cl)CNCce2ccec(cec2)c3ccec(c3)c4[nH]c5cec(ce5n4)C(F)(F)F
Cclccec2cl[nH]c(n2)c3ccec(s3)c4ccec(c4)CNSCCN(CC5)CCN6CCOCC6
clcc(ce(cl)c2eec(cc2)c3[nH]c4ccc(cc4n3)C(F)(F)F)CNSCCC(CC5)CCN6CCCCCo
clcc(cccICN2CCN(CC2)c3cencce3)cdccc(s4)cs[nH]c6cec(ccon5)C(F)(F)F
clccec2ce(cl)[nH]c(n2)c3ccc(s3)cdccc(cc4)CNSCCC(CC5)N6CCCCCoh
clccc(ccl)CNCc2ccec(c2)c3ccec(s3)c4[nH]c5ccc(cc5n4)C(F)(F)F
clcec2ce(cl)[nH]c(n2)c3cec(ce3)cdccec(c4)CNSCCN(CC5)cbeencch
CN1CCC(CC1)N2CCN(CC2)Cc3ccce(ce3)cacce(s4)c5[nH]c6ecc(ccbn5)F
Cclcccc2cl[nH]c(n2)c3ccece(s3)cdcce(ccd)NC(=0O)Nce5ceece(ce5)Cl
clccc2c(cl)[nH]c(n2)c3cc(cs3)cdcce(ccd)NC(=0O)Nc5ceee(c5)C#N
clccc2c(cl)[nH]c(n2)c3ccec(c3)NC(=0)cdccc(o4)c5eccc(c5)N(=0)=0
Cnlc(ccnl)C(=O)NCCNCc2cccc(c2)c3cec(s3)c4[nH]c5ccc(cecsn4)C(F)(F)F
COclcec(ccl)CNCc2ccece(cc2)c3cccc(c3)c4[nH]c5ccc(ce5n4)C(F)(F)F
C=CCOC(=0)N1CCC(C1)CNCc2ccc(cc2)c3cec(ce3)c4[nH]c5cce(ces5n4)C(F)(F)F
CC(=0O)Nc1nc(cs1)C(=0O)Nc2ccc(cc2)c3ccec(ce3)cd[nH]c5ceceec5n4
clce(ce(cl)c2[nH]c3ccec(cec3n2)C(F)(F)F)cdccee(c4)NC(=O)Nc5cesch
CN1CCCC(C1)CN2CCN(CC2)Cc3ccece(c3)caccce(s4)c5[nH]c6eeccecbns
clccc2c(cl)[nH]c(n2)c3ccc(s3)c4ccec(c4)CNSCCN(CC5)c6eencch
CC(=0)Nclccee(cl)C(=0)Nc2ccc(cc2)c3ccee(c3)c4[nH]c5eec(cecs5n4)C(F)(F)F
Cclcccc2cl[nH]c(n2)c3ccec(c3)cdccc(ccd)CNCeheeceecs
clcec2c(cl)[nH]c(n2)c3ccc(ce3)cdecc(cc4)CNSCCC(C5)N
clcc(ccc1CN2CCN(CC2)CCN3CCOCC3)c4ccece(s4)c5[nH]cbecc(cebn5)F
C=CCOC(=0)N1CCC(C1)CNCc2cccc(c2)c3cec(ce3)cd[nH]c5cce(ce5n4)C(F)(F)F
Cclcccc2cl[nH]c(n2)c3ccec(ce3)cdccec(c4)NC(=O)NCc5cec(ce5)F
clccc2c(cl)[nH]c(n2)c3cec(ce3)cdccec(c4)CNCCeheeneceh
clccc2c(cl)[nH]c(n2)c3ccec(c3)cdccec(c4)CNCCeheenech
CN1CCCC(C1)CN2CCN(CC2)Cc3ccece(c3)cacce(cca)c5[nH]cbecc(cecon5)C(F)(F)F
clcc(ce(cl)c2ccee(c2)c3[nH]cdccc(ccan3)F)CNSCCN(CC5)cbeencch
Cnlc(ccnl)C(=O)NCCNCc2ccc(cc2)c3cec(ce3)c4[nH]c5cec(cc5n4)C(F)(F)F
Cclcccc2cl[nH]c(n2)c3ccec(c3)cdccc(ccd)NC(=0)Ne5ceecbe(c5)0CO6
CN1CCC(CC1)N2CCN(CC2)Cc3ccce(ce3)caccee(c4)c5[nH]c6eeeceecbn5
clcc(ce(cl)c2cec(cc2)c3[nH]c4dcee(cc4n3)F)CNSCCN(CC5)CCN6CCOCC6
CCOC(=0)clccc(ccl)NC(=0O)Nc2ccece(cc2)c3cccc(c3)cd[nH]c5cceecs5n4
CCOC(=0)clccc(ccl)NC(=0O)Nc2ccec(cec2)c3cccc(c3)c4[nH]c5c(ceceecbn4)C
clcc(ce(cl)NC(=0O)Nc2cec(cc2)c3ccec(cc3)cd[nH]c5eec(ce5nd)C(F)(F)F)C#N
Cclcccc2cl[nH]c(n2)c3ccc(s3)cdccc(ccd)CNSCCN(CC5)C6CCN(CCB)C
Cclcccc2cl[nH]c(n2)c3ccc(ce3)caccc(ccd)CNSCCN(CC5)CC6CCCN(CB)C
clcc(ce(cl)c2cec(cc2)c3[nH]cdccc(ccdan3)C(F)(F)F)CN5SCCCCC5
Cclcccc2cl[nH]c(n2)c3ccce(ce3)cdcec(ccd)CNSCCC(CC5)CCN6CCCCCh
CCOC(=0)clccec(ccl)NC(=0O)Nc2ccecece(c2)c3cec(s3)c4[nH]c5c(ccecs5n4)C
clcee(ccl)CNCce2ccece(cc2)c3ccec(ce3)c4[nH]c5cec(ces5n4)C(F)(F)F
Cclccec2cl[nH]c(n2)c3ccec(c3)cdccc(ccd)NC(=0O)Ne5eee(cec5)0C
clcc(cccICNCCc2cencc2)c3ccec(cc3)ca[nH]c5cec(ceb5nd)F
Cclcccc2cl[nH]c(n2)c3ccc(s3)cdccc(cc4)CNSCCN(CC5)CCB6CCCN(C6)C
clcc(ccc1CNCCc2cencc2)c3ccec(s3)c4[nH]c5ccc(cc5n4)F

6.78803
6.79363
6.79626
6.80033
6.80064
6.80065
6.80111
6.80148
6.80265
6.80332
6.80365
6.80367
6.80531
6.80654
6.80717
6.80797
6.80813
6.81395
6.81476
6.81491
6.8161
6.81616
6.81635
6.81655
6.81831
6.81846
6.8202
6.82051
6.8222
6.8226
6.82317
6.82514
6.82665
6.82851
6.82907
6.83095
6.83191
6.834
6.83473
6.83562
6.83577
6.83605
6.83766
6.83768
6.83794
6.83872
6.83896
6.83943
6.83975
6.83982
6.83993
6.84008
6.8412
6.84159
6.84224
6.84284
6.84502
6.84631
6.84641
6.84649
6.84722
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531982
528434
525892
526716
540815
532159
535063
527170
541519
537772
542148
538993
542561
536348
533056
531097
539092
536694
529833
537934
541380
540902
537539
528569
529493
537913
525940
528312
530320
542322
537689
526594
541892
526125
525152
542759
534434
532616
532101
535654
526595
531606
537593
527255
534506
534591
529501
539215
526462
536488
541881
525435
542410
542461
526337
528458
532654
529747
530944
537846
536495

clcc(ccc1CN2CCC(CC2)CCN3CCCCC3)c4ccec(s4)c5[nH]c6ecc(ccbn5)F
clcc(ce(cl)c2[nH]c3ccec(ce3n2)F)cdcec(ccd)CNSCCC(CC5)CCN6CCCCCo
clccc2c(cl)[nH]c(n2)c3cc(cs3)c4ccec(c4)CNSCCC(CC5)CCN6CCCCCo
CN1CCC(CC1)NCc2cccc(c2)c3ccec(c3)c4[nH]c5ccc(cc5n4)C(F)(F)F
clcc(ce(cl)c2ccee(c2)c3[nH]c4ccc(ccan3)C(F)(F)F)CNCCc5cencech
CN1CCCC(C1)CN2CCN(CC2)Cc3ccc(cc3)caccece(ccd)c5[nH]c6eeccecbns
CN1CCC(CC1)N2CCN(CC2)Cc3ccc(ce3)caccece(s4)c5[nH]c6ceeecn5
Cclcccc2cl[nH]c(n2)c3ccec(s3)cdccec(c4)CN5SCCC(CC5)CCN6CCCCCoh
clccc2ce(cl)[nH]c(n2)c3ccec(c3)cdcec(cc4d)CNSCCN(CC5)cbeencct
C=CCOC(=0)N1CCC(C1)CNCc2ccc(cc2)c3ccee(c3)ca[nH]c5cce(ce5n4)F

CN1CCC(CC1)N2CCN(CC2)Cc3ccec(c3)cacce(ced)cs[nH]c6eec(ccon5)C(F)(F)F

clccc2c(cl)[nH]c(n2)c3ccec(c3)cdccec(c4)CNSCCC(CC5)CCNBCCCCCo
clccc2c(cl)[nH]c(n2)c3ccec(c3)c4cec(cc4)CNCCeheeneceh
Cclcccc2cl[nH]c(n2)c3ccec(c3)cdccec(c4)CNCCeheencces
CN1CCCC(C1)CN2CCN(CC2)Cc3ccece(c3)caccec(cd)c5[nH]c6eeccececbns
clcc(cec(cl)NC(=0O)Nc2ccc(c(c2)Cl)Cl)c3cce(ce3)cd[nH]c5ccc(cc5n4)F
Cclcccc2cel[nH]c(n2)c3cccec(c3)cdccec(c4)NC(=0O)Nc5eeeeeh
CN1CCCC(C1)CN2CCN(CC2)Cc3ccece(c3)caccece(ccd)c5[nH]c6ecc(cebn5)F
Cclcccc2cel[nH]c(n2)c3ccc(s3)cdccec(c4)CNCCeheencch
CS(=0)(=0)clccc(ccl)CNCc2ccc(cc2)c3cccec(c3)cd[nH]c5ccc(cc5n4)C(F)(F)F
Cnlc(ccnl)C(=0O)NCCNCc2ccc(cc2)c3ccec(c3)c4[nH]c5cceee5n4
clcc(ce(cl)c2[nH]c3cee(cec3n2)F)cdccec(c4)NC(=0)Nc5cecbe(c5)0C06
clcc(ce(cl)c2cec(cec2)c3[nH]c4dcec(ccdn3)F)CNSCCC(CC5)CCN6CCCCCoh
COclcec(ccl)CNCce2ccece(cc2)c3ccc(ce3)cd[nH]c5cce(ce5n4)C(F)(F)F
Cclcccc2cl[nH]c(n2)c3cccec(c3)cdccec(cd)CNCeheee(ce5)0C
CC(=0O)Nclcce(cnl)C(=0)Nc2cccc(c2)c3cccc(c3)cd[nH]c5cce(ce5nd)F
CN1CCCC(C1)CN2CCN(CC2)Cc3cce(ce3)cacce(s4)c5[nH]cbecececcbns
clccc2c(cl)[nH]c(n2)c3cc(cs3)c4ccec(c4)NC(=0)c5ccec(c5)C(=0)N
clcc(ce(cl)c2[nH]c3ccce(ce3n2)C(F)(F)F)cdccec(c4)NC(=0)CCcbhc[nH]cn5
CN1CCCC(C1)CN2CCN(CC2)Cc3ccc(ce3d)caccec(cd)c5[nH]cbeecceccbns
clcec2ce(cl)[nH]c(n2)c3ccec(c3)cdccec(c4)NC(=0O)Nce5cee(ce5)Cl
clcec2c(cl)[nH]c(n2)c3ccc(ce3)cdccec(c4)CNSCCN(CC5)CCN6CCOCC6
clccc2c(cl)[nH]c(n2)c3ccec(c3)cdccec(c4)NC(=0O)Nc5cee(c(c5)Cl)Cl
Cclcccc2cel[nH]c(n2)c3cccec(c3)c4dccc(ccd)CNCeheec(ce5)0C
clcc(ccc1CN2CCC(CC2)CCN3CCCCC3)c4ccc(ce4)c5[nH]c6ecc(ccbn5)F
COC(=0)clccee(cl)CNCc2ccec(c2)c3ccec(c3)c4[nH]c5ccc(cc5n4)F
clcc(ccc1CNCCc2cencc2)c3ccec(cc3)cd[nH]c5cec(ce5n4)C(F)(F)F
CN1CCCC(C1)CN2CCN(CC2)Cc3ccc(ccld)caccece(s4)c5[nH]c6cec(cebn5)F
Cclcccc2cl[nH]c(n2)c3ccece(s3)cdccec(c4)CNSCCN(CC5)cb6eencct
clcec2ce(cl)[nH]c(n2)c3ccec(c3)cdccec(c4)CNSCCN(CC5)cbeencch
clcc(ce(cl)c2[nH]c3cce(cec3n2)C(F)(F)F)cdccee(c4)NC(=0)c5ceec(c5)C(=0)N
COclcce(ccl)CNCce2cccece(c2)c3ccec(ce3)cd[nH]c5cee(ce5n4)C(F)(F)F
CC(=0)Nclcce(cnl)C(=0)Nc2ccec(c2)c3cec(s3)ca[nH]c5ccc(cc5n4)C(F) (F)F
CN1CCC(CC1)NCc2ccc(cc2)c3ceec(c3)c4[nH]c5ccececs5n4
CCOC(=0)clcec(ccl)NC(=0)Nc2cec(cc2)c3ccce(c3)c4[nH]c5ccc(cc5n4)F
Cnlc(ccnl)C(=O)NCCNCc2cccc(c2)c3cec(ce3)c4[nH]c5cec(cec5n4)C(F)(F)F
Cclcccc2cl[nH]c(n2)c3ccec(s3)cdccec(c4)CNSCCN(CC5)CCB6CCCN(C6)C
COclccecccINC(=0)Nc2ccecece(c2)c3ccec(c3)c4[nH]c5cec(ces5n4)C(F)(F)F
clcc(cc(cl)c2[nH]c3cce(cec3n2)C(F)(F)F)cdccee(c4)NC(=O)Nc5cec(c(c5F)F)F
Cclccec2cl[nH]c(n2)c3cccec(c3)cdcec(ccd)CNCCeheences
CC(=0)Nclcce(cnl)C(=0)Nc2ccec(c2)c3cc(sc3)ca[nH]c5cececcbn4
clcc(ce(cl)c2cec(cec2)c3[nH]cdccc(ccdan3)C(F)(F)F)CNSCCN(CC5)c6eencch
Cclcccc2cl[nH]c(n2)c3ccec(c3)caccc(ccd)CNCC5CCN(C5)C(=0)0CC=C
CN1CCCC(C1)CN2CCN(CC2)Cc3cce(celd)caccce(ccd)c5[nH]cbecc(cebn5)F
Cclcccc2cl[nH]c(n2)c3ccce(cc3)cdccec(c4)CNSCCN(CC5)c6eencch
Cnlc(ccn1l)C(=0)NCCNCc2ccc(cc2)c3ccec(c3)c4[nH]c5cec(cc5n4)C(F)(F)F
Cclccec2cl[nH]c(n2)c3ccec(s3)cdccc(ccd)NC(=O)Nc5eeec(c5)C#N
clcc(cc(cl)c2cecec(s2)c3[nH]c4cec(cc4an3)C(F)(F)F)CNCCc5cencc5
clccc2ce(cl)[nH]c(n2)c3ccec(c3)cdccec(c4)NC(=0O)Ncebeesch
Cclcccc2cel[nH]c(n2)c3ccec(c3)cdcce(ccd)NC(=0)Nc5eesch
clcc(ce(cl)c2[nH]c3cec(cec3n2)F)cdccce(cc4)CNCCceheencceh

6.8474
6.84766
6.84773
6.84794
6.85015
6.85221
6.85249
6.85249

6.8528
6.85335
6.85392
6.85398
6.85599
6.85638
6.85649
6.85658
6.85763
6.85828
6.85915
6.85993
6.86253
6.86464
6.86775
6.87089
6.87174
6.87333
6.87649
6.87663
6.87866
6.88003
6.88136
6.88274
6.88293
6.88645
6.88821
6.88921
6.89032
6.89768
6.89849
6.89911
6.89915
6.89942
6.89965
6.90091
6.91456

6.9147
6.91617
6.92165
6.92327

6.9235
6.92502

6.9267
6.92716
6.93017
6.93149
6.93173

6.9329
6.93296
6.93312
6.93379
6.93961
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526724
525386
540838
537973
538050
540555
541734
534700
529076
530540
533712
528167
528663
528548
536829
538181
538738
539981
529997
529949
536289
528151
527679
524874
539883
536311
525334
537358
535592
541018
527638
535121
528452
525530
541316
540625
535843
529304

Cclccec2cl[nH]c(n2)c3cccec(c3)cdccec(c4)NC(=0)c5esc(n5)NC(=0)C
Cclcccc2cl[nH]c(n2)c3ccc(ce3)cacce(ccd)NC(=0O)Nce5ceeee(c5)CHN
Cclcccc2cl[nH]c(n2)c3ccc(s3)cdccc(ccd)CNSCCN(CC5)cbeencch
clccc2c(cl)[nH]c(n2)c3ccec(c3)c4cee(cc4)CNCCCn5cench
Cclccec2cl[nH]c(n2)c3ccec(s3)cdccc(ccd)NC(=0O)Nebeesch
clecc(cc(c1)NC(=0)Nc2ccee(c(c2F)F)F)c3cec(ce3)c4[nH]c5ccc(cecs5n4)F
CNclccee(ccl)CNCc2cccec(c2)c3ccec(ce3)cd[nH]c5cec(cc5n4)C(F)(F)F
CC(=0O)Nclcce(cnl)C(=0)Nc2ccec(cc2)c3ccec(c3)cd[nH]c5cec(ce5nd)C(F)(F)F
Cclcccc2cel[nH]c(n2)c3cccec(c3)cdccec(c4)CNCC5CCN(C5)C(=0)0CC=C
Cclccec2cel[nH]c(n2)c3cccec(c3)caccec(cd)NC(=0O)Nc5ceee(c(c5F)F)F
CN1CCC(CC1)N2CCN(CC2)Cc3cccec(c3)caccc(ced)cs5[nH]c6ecc(ccbn5)F
CCOC(=0)clccc(ccl)NC(=0)Nc2ccec(c2)c3ccec(c3)c4[nH]c5c(ccecsn4)C
Cclcccc2cl[nH]c(n2)c3ccec(c3)cdccec(c4)NC(=0O)Nc5cecee(c5)C#N
Cclcccc2cl[nH]c(n2)c3ccc(ce3)caccc(ccd)NC(=0O)Ne5cee(ce5)Cl
Cclcccc2cl[nH]c(n2)c3ccc(ce3)cdcec(ccd)CNSCCN(CC5)C6CCN(CC6)C
clce(ce(cl)c2[nH]c3ccec(ce3n2)C(F)(F)F)cdcec(cc4)CNCCce5cencch
clcec2c(cl)[nH]c(n2)c3ccc(ce3)cdcce(ccd)NC(=0O)Nc5cee(c(c5)Cl)Cl
Cclc(snnl)C(=0O)Nc2ccec(c2)c3ccc(ce3)cd[nH]c5ccc(ce5n4)F
Cclcccc2cl[nH]e(n2)c3ccec(c3)caccec(c4)NC(=0)Nc5ceceec50C
CCOC(=0)clccc(ccl)NC(=0)Nc2ccec(c2)c3cccc(c3)c4[nH]c5ccc(ccon4)F
CCOC(=0)clcec(ccl)NC(=0)Nc2ceec(c2)c3ccec(ce3)c4[nH]c5ccc(cc5n4)F
clcec2ce(cl)[nH]c(n2)c3ccc(ce3)cdcce(cc4)NC(=0O)NCce5ccec(cc5)F
clcec2ce(cl)[nH]c(n2)c3ccec(c3)cdccec(c4)NC(=0O)Nc5ceec(c5)C#N
CC(=0O)Nc1nc(cs1l)C(=0O)Nc2ccce(c2)c3ccce(c3)cd[nH]c5ccc(ce5nd)F
clcc(cc(cl)c2[nH]c3cec(cec3n2)F)cdccec(c4)NC(=0O)Nc5cee(c(c5F)F)F
clcc(cc(cl)c2cecec(s2)c3[nH]c4cec(cc4n3)C(F)(F)F)CNSCCN(CC5)CCO
clcc(ce(cl)c2cec(cc2)c3[nH]cdccc(ccan3)F)CNSCCN(CC5)cbeencch
CC(=0)Nclcce(cnl)C(=0)Nc2ccec(c2)c3cccec(c3)cd[nH]c5cec(cc5n4)C(F)(F)F
CCOC(=0)clccc(ccl)NC(=0O)Nc2ccec(c2)c3ccec(c3)cd[nH]c5cceec5n4
Cclcccc2cl[nH]c(n2)c3ccec(c3)cdccec(c4)NC(=0)c5ecc(nc5)NC(=0)C
Cclcccc2cl[nH]c(n2)c3cccec(c3)cdccec(c4)NC(=0)C5CC(=0)Nc6ec5ccech
clece(ccc1CN2CCN(CC2)c3cencce3)cdccc(ced)c5[nH]c6cec(ccen5)C(F)(F)F
clccc2c(cl)[nH]c(n2)c3ccec(c3)cdccec(c4)NC(=0O)Nc5cee(c(c5F)F)F
clccc2ce(cl)[nH]c(n2)c3ccc(ce3)cdccec(ccd)NC(=0O)Ne5cee(ce5)Cl
clcc(ce(cl)NC(=0)Nc2ccec(cc2)Cl)c3cec(ce3)c4[nH]c5ccc(cchn4)F
clcc(encl)c2[nH]c3cc(cecec3n2)Cl
CC(C)(C)cleec2e(cl)ne([nH]2)c3ccc(cec3)C=CC(=0)NCc4ccc(c(c4)CICl
CCOC(=0)clccc(ccl)NC(=0O)Nc2ccec(ce2)c3ccc(ce3)cd[nH]c5cceec5n4

6.93988
6.94286
6.94371
6.9452
6.94679
6.94708
6.95194
6.95484
6.96228
6.96778
6.97015
6.97434
6.98147
6.99897
6.99909
7.00477
7.00504
7.01684
7.019
7.02357
7.0248
7.04241
7.0446
7.04962
7.05033
7.06226
7.06679
7.13271
7.16332
7.18914
7.18984
7.20511
7.25863
7.29503
7.32324
7.41628
7.4506
7.65149
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