sprint-8-2021-05-30-P0157-dimer-neutral-restrained
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CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-11_1

clccc2c(cl)encc2NC(=0)Cc3ccec(c30)C(F)F

RUN949

-10.99

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-4d77710c-38_1

CCCCN(CCCNC(=0O)Nclen(c(=0)c2clcecc2)CC(C)C)e3ccece3

RUN227
-9.94

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-9e4459de-11_16

RUN1424

-9.72

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-6_1

C[C@@H](C[NH2+]CCCO)[C@@H](clceee(cl)Cl)C(=0)Nc2ence3c2ceee3

RUN932
-9.54

0.20

-1-
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CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-347519b5-1_34

RUN4249

-9.49

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-9e4459de-11_9

(=0)[C@HIsCC ONC7=0)0

RUN1418

-7.52

0.45

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-5e7d1b3e-48_1

CC(C)Cnlcc(c2cccec2c1=0)NC(=0O)NCCc3cc(ccc30C)0C

RUN1359

-7.48

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-4223bc15-21_2

clcec2c(cl)encc2NC(=0)[C@H]3C[N@@H+](Cc4c3cc(cc4)Cl)CC(=0)[0-]

RUN4099

-7.45

0.32
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KAD-UNI-cb0f2bbc-11 1
7 N

NS

HN O
O
/llu
N
HsN*
(6]

EDJ-MED-611d11e7-1 1

DAR-DIA-ecdbc7dd-14 1

NS

HN O

T H
N
'<>$o
(@]
(e}
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CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

KAD-UNI-cbOf2bbc-11_1

RUN3693

-7.28

0.12

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-611d11e7-1_1

CO[C@]1(CCOc2clce(cc2)Cl)C(=0)Ne3encedc3ee(ccd)S(=0)(=0)C

RUN3486

-6.95

0.13

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-ecdbc7dd-14_1

clecc2c(cl)encc2NC(=0)[C@@]3(CCNc4c3cc(cc4)Cl)C[NH+]5CC5

RUN2900

-6.94

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALF-EVA-b701bd13-3_1

clccc2c(cl)encc2NC(=0)[C@@H]3CCNc4c3cec(c(n4)Cl)Cl

RUNS3633

-6.91

0.14

-3-
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CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LAU-MED-88a3970a-11_1

C[NH2+]CCCclcc(cc2c10CC[C@H]2C(=0)Nc3encc4c3ceccd)Cl

RUN1507

-6.86

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-cdc2493e-4_1

clccc2c(cl)encc2NC(=0)N(c3ceec(c3)Cl)C4C[C@H]5CCC[C@H]5C4

RUNS27

-6.85

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee07cf00-14_2

clccc2c(c1)encec2NC(=0)[C@H](c3ccee(c3)C)NC(=0)Cn4ac(=0)c(=0)n5¢(n4)CCC5

RUN2838

-6.62

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALF-EVA-b701bd13-1_2

CC(=0)Nclccc2ence(c2¢1)NC(=0)[C@H]3CCNc4c3cc(c(c4)ClCl

RUNS3631

-6.47

0.15

-4 -
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MAT-POS-4223bc15-12_3

CID:
- SMILES:
N
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N RUN:
D ~“&O DDG (kcal/mol):
A\
o dDDG (kcal/mol):

MAT-POS-4223bc15-12_3

cleec2c(c1)ence2NC(=0)[C@@H]3C[N@](Cc4c3ec(ced)Cl)S(=0)(=0)CC5(CCC5)C#N

RUN4047

-6.33

0.18

LON-WEI-5e7d1b3e-44 1

CID:
\ SMILES:
N
S—
X RUN:
A ~“&O DDG (kcal/mol):
\

o dDDG (kcal/mol):

LON-WEI-5e7d1b3e-44_1

CC(C)Cnlcc(c2cceec2c1=0)NC(=0O)NCc3ccco3

RUN1353

-6.32

0.22
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CID:

ALF-EVA-0b412456-6_1

CNclcee2e(cl)encc2NC(=0)Ce3cc(ce(c3)Cl)O[C@@H]4CC(=0)N4

RUN2760

-6.30

0.21

VLA-UCB-1dbca3b4-10 2

CID:
\ SMILES:
N
o) —
RUN:
N
D ~“&O DDG (kcal/mol):
A\

o dDDG (kcal/mol):

VLA-UCB-1dbca3b4-10_2

clccec2c(cl)encc2N3C(=0)CC[C@H](C3=0)c4cccc(c4)Cl

RUN161

-6.08

0.18

-5-
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CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee07cf00-15_1

clcee2e(c1)ence2NC(=0)[C L )NC(=0)Cc4s

RUN2840

-6.02

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-b5746674-34_2

CCCC[N@H+](CCNC(=0O)Nclcn(c(=0)c2clccecc2)C)Ce3ccco3

RUNG8

-6.00

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-1dbca3b4-12_1

clcec2ce(cl)ence2n3c(c(n(c3=0)CC4CCCCC4)c5ccec(c5)Cl)[O-]

RUN162

-5.95

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-4223bc15-24_1

CN(C)C(=0)CIN@@H+]1C @@H](C1)C(=0; |

RUN4109

-5.93

0.21

-6 -
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CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-4223bc15-13_11

clecc2c(c1)ence2NC(=0)[C@@H]3C[N@](Cc4c3cec(ced)Cl)S(=0)(=0)[C@@H]5CC[C@H]50

RUN4059

-5.01

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALF-EVA-0b412456-8_2

clec2ence(c2cc1C3CINH2+]C3)NC(=0)Cedcc(cc(c4)Cl)O[C@HISCC(=0)NS

RUN2763

-5.84

0.15

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-balac7b9-20_1

cleee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CC(=0)NSCCOC[C@@H]SCC(F)F

RUN2694

-5.83

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-6ca90168-25_1

clccc2ce(cl)encc2C(=0)C(=0)Nc3ccec(c3)CHN

RUN7

-5.78

0.19

-7-
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CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-a13804f0-1_3

Celnezn()CICO@HICCAC-ONICER o
RUN3482

-5.69

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-6_1

C[C@H]1COc2¢(cc(cc20C3CCI)Cl)[C@@H]1C(=0)Nc4cencc5edccees

RUNBS809

-5.65

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee07cf00-5_1

clece2c(c1)ence2NC(=0)[C@@H(c3ccce(c3)CINC(=0)CNC(=0)cdcec(ced)CHN

RUN2810

-5.45

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JAN-GHE-f375bf5b-1_2

CC(=0)N[C@@H](Cclcceeel)C(=0)N[C@@H](C[C@H]2CCNC2=0)C(=0)Ne3encedc3ecccd

RUN16

-5.42

0.18

-8-
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ALP-POS-3b848b35-1_1

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

ALP-POS-3b848b35-1_1

COclcc(ce(cl)ClCC(=0)Nc2ence3c2ccec3

RUNS7

-5.38

0.32

VLA-UCB-1dbca3b4-17_1

s¢

¢

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

VLA-UCB-1dbca3b4-17_1

clccc2ce(cl)ence2n3c(c([nH]c3=0)c4cccc(c4)Ch[O-]

RUN166

-5.36

0.37

ALF-EVA-ced740bd-2_1

ALF-EVA-ced740bd-2_1

COclcc2ence(c2¢(cl)CINC(=0)[C@@H]3CCOc4c3cc(cc4)Cl

RUN2791

-5.35

0.23
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W
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RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-balac7b9-15_7

CIC@@H]LCIN@H+](CCN1C(=0)C[C@]2(CCO! (=0

RUN2680

-5.02

0.17

-9-
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CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-4aa06b95-4 2

CN(C)C(=0)N1CC[C@H](c2c1cce(c2)Cl)C(=0)Nc3enccac3ceecd

RUN1236

-4.92

0.11

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-0a05c952-1_7

clccc2c(cl)ence2N3[C@@H](C[C@H](C3=0)c4ccec(c4)CH[C@H]5CO5

RUNS3503

-4.89

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-4d77710c-55_1

CC(C)Cnlcc(c2cccec2c1=0)NC(=0)NCc3cce4c(c3)0CO4

RUN247

-4.87

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-5e7d1b3e-59 1

Cnlcc(c2cceec2c1=0)NC(=0O)N(Cc3ccco3)C[C@@H]4CCCO4

RUN1368

-4.87

0.20

-10 -
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CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-05e51b3f-5_1

clccc2c(cl)encc2N3C(=0)C[C@]4(C3=0)CCOc5c4cc(cc5)Cl

RUN311

-4.83

0.11

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-4223bc15-18_1

CN(C)C(=0)N1Cc2ccc(cc2[C@@H](C1)C(=0)Nc3cncc4c3ccecd)Cl

RUN4091

-4.75

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-6a508060-9_2

clcec2c(cl)encc2NC(=0)[C@]3(CCOc4c3cc(cc4)Cl)CCC5CCCCCs

RUN350

-4.68

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ERI-UCB-ce40166b-4_1

clccc2c(cl)encc2CC(=0)Ne3ccec(c3)Ocdccencd

RUNS39

-4.66

0.25
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CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-4d77710c-34_1

CC(C)Cnlcc(c2cccec2c1=0)NC(=0)N3CC[C@@H](C3)c4cceced

RUN216

-4.60

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-4d77710c-23_1

Cnlcc(c2cceec2c1=0)NC(=0O)Nc3ccee(c3)C(F)(F)F

RUN210

-4.58

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-076fb6ea-15 1

clccc2c(cl)ence2N(C(=0)Cc3ccec(c3)Cl)N=C=S

RUN1405

-4.52

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-2492181e-10_3

C[C@@H]1CCCC[N@H+]1CCCNC(=0)Nc2cn(c(=0)c3c2ccce3)CC(C)C

RUN107

-4.52

0.19

-12 -
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MAT-P0OS-2492181e-6_1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-31_11

C[C@@H]1CCO[C@H]2C=CC(=C[C@@H]2[C@H]1C(=O)Nc3encedc3ecced)Cl

RUN844

-4.50

0.39

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-05e51b3f-7_1

CC(=0)N1CCINH+](CC1)CC(=0)N(c2ence3c2ccee3)C(=0)[C@HIACCOCseace(ce5)Cl

RUN322

-4.48

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-2492181e-6_1

CC1CC[NH+](CC1)CCCNC(=0)Nc2cn(c(=0)c3c2cece3)CC(C)C

RUN101

-4.46

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-f7918075-2_2

clccc2e(cl)encc2NC(=0)[C@H]3COc4c3cc(cc4)Cl

RUN186

-4.45

0.47

-13 -



sprint-8-2021-05-30-P0157-dimer-neutral-restrained
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loe,
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CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-5ff57136-13_1

C#CCN(clcncc2clceeec2)C(=0)[C@@H]3CCOc4c3cc(ccd)Cl

RUN1380

-4.44

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

BEN-DND-a7517465-5_1

clcc2ence(c2¢(cl)F)NC(=0)[C@@H]3CCOc4c3cc(cc4)Cl

RUN1481

-4.43

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALF-EVA-0b412456-5_2

clcc2ence(c2cc1CINH3+])NC(=0)Ce3cc(ce(c3)Cl)O[C@H]4CC(=0)N4

RUN2759

-4.40

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-d36ab305-4_1

CN(C)clecc(cel)[C@@H](c2ccec(c2)Cl)C(=0)Nc3enccdc3ccccd

RUN158

-4.35

0.20

-14 -
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Y

Z ’
4

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-4223bc15-40_1

Cnlc(cen1)C(=0)N2Cc3cec(ce3[C@@H](C2)C(=0)Nc4encc5edceccs)Cl

RUN4161

-4.34

0.12

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-4223bc15-22_3

COC(=0)C[N@@H+]1Cc2ccc(cc2[C@H](C1)C(=0)Nc3cenccac3ccec4)Cl

RUN4103

-4.31

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-b5746674-98_2

Cnlcc(c2ccccc2c1=0)NC(=O)NCCC[N@H+]3CCc4cccccaC3

RUNT75

-4.28

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-23e5a6a0-3_1

clcee2e(c1)ence2NC(=0)[C@@H]3CCOc4c3cc(cc40[C@@H]5CCE(INH2+]5)COCE)CI

RUN405

-4.24

0.21

-15 -



sprint-8-2021-05-30-P0157-dimer-neutral-restrained

LON-WEI-4d77710c-37_1
NN
~Z

Br (6]

DAR-DIA-0f2f46¢9-3_2

cm
o
HN
N
HN g0 O
;o; c

LON-WEI-4d77710c-50_1

NN
y
X N

\/

Y.

O

(0]

JOH-UNI-f51e3bbc-2_2

NN
P

HN O
HO
H
N
(0] (0]
OH

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-4d77710c-37_1

CCN(CC)S(=0)(=0)clcce(ccl)NC(=0)Nc2en(c(=0)c3c2ccee3)C

RUN220

-4.20

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0f2f46¢9-3_2

clecc2c(cl)ence2NC(=0)[C@@H]3CC[N@](c4c3cc(ccd)Cl)S(=0)(=0)N

RUN3227

-4.20

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-4d77710c-50_1

CCCC[N@@H+](CCNC(=0)Nclcn(c(=0)c2clccec2)C)Ce3ccco3

RUN242

-4.17

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-UNI-f51e3bbc-2_2

COclc2cccec2e(cnl)NC(=0)[C@H]3CCOc4c3cc(ccd)Cl

RUN1162

-4.10

0.26

-16 -



sprint-8-2021-05-30-P0157-dimer-neutral-restrained

LON-WEI-4d77710c-33_2

CID: LON-WEI-4d77710c-33_2
NN
/ SM I L ES [C@H]1c2cc(c(cc2CCN1C(=0)Ne3en(c(=0)c4c3cccc4)C)OC)0C
\/N o RUN: RUN215
= DDG (kcal/mol): -4.07
o dDDG (kcal/mol): 0.28
NIR-TH E'ed286faa'2_1 CID: NIR-THE-ed286faa-2_1
N
\ I SM I L ES CCNclc2ce(cec2e(cn1)C#N)N(c3ccec(c3)C(=0)N4CCSCC4)C(=0)CCl
\rr N YQ RUN: RUN9
o A DDG (kcal/mol): -4.07
(OD/ dDDG (kcal/mol): 0.28
LON'WEI'4d77710C'4_1 CID: LON-WEI-4d77710c-4_1
F
\N SMILES: Cclcee(c(cl)Br)NC(=0)Nc2en(c(=0)c3c2ccee3)CC(C)C
Z
: RUN: RUN194
HN O
DDG (kcal/mol): -4.03
o dDDG (kcal/mol): 0.18
KAD'UNI'877d7bed'8_2 CID: KAD-UNI-877d7bed-8_2
7 N
I SM I L ES CC(=0)N1CCN(CC1)C(=0)CO OCCIC@H]3C(=0) |
N
(@)
N RUN: RUN3737
HN -~ \"\\“
'
o= -0 0 DDG (kcal/mol): -4.01

dDDG (kcal/mol):

-17 -

0.15




sprint-8-2021-05-30-P0157-dimer-neutral-restrained

EDG-MED-balac7b9-31_4

77 SN

N

HN O

(@]

MAT-POS-932d1078-1_2

MIC-UNK-d36abh305-2 1
AN
Z

0 N
Py
E

MIC-UNK-91acba05-6 3

NN
Z

HN (e}

NH3;

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-balac7b9-31_4

4c3cc(ced)Cl)CC(= INH+1(CCS)[C@HISCCCOCE

RUN2743

-4.00

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-932d1078-1_2

RUN3587

-3.95

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-d36ab305-2_1

CC(=0)Nclcce(cel)N(c2ecee(c2)Cl)C(=0)Nc3cenccdc3ceecd

RUN154

-3.95

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-91acba05-6_3

CN1CC[C@H](c2clcce(c2)Cl)C(=0)Nc3cencc4c3ceecd

RUN480

-3.93

0.35




MAT-POS-a13804f0-3_1

EDJ-MED-28ec730d-4_1

sprint-8-2021-05-30-P0157-dimer-neutral-restrained

NN
P/

HN

LON-WEI-4d77710c-53_1

MAK-UNK-ffc90da7-9 5

o o
H
i
o N
© HN
o

1

N

/N\NH

-,

e

HN o
Eo; g

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-a13804f0-3_1

clccc2c(cl)encc2NC(=0)[C@@H]3CCOc4c3cc(c(c4)F)Cl

RUN3484

-3.91

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-28ec730d-4_1

clecc2c(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)OCe5c[nH]ne5

RUNG53

-3.90

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-4d77710c-53_1

CC(C)Cnlcc(c2cccec2c1=0)NC(=0)N3CCC[N@@H+](C3)CcacceccdF

RUN243

-3.88

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-ffc90da7-9_5

C[C@@HI1[C@@H](CCO1)SC[C@HI(C NC(=0)C |

RUN716

-3.88

0.55

-19 -



sprint-8-2021-05-30-P0157-dimer-neutral-restrained

MAT-P0OS-2492181e-3_1

NN
5

o N
[ \) ‘\
N

NH
/

N

N

DAR-DIA-0d514e7d-10_1

NN
(\ y/
N
H,N* \) HN o)
o

MAT-POS-11b63608-1_1

o o
H
i
o N
© HN
o

1
N

U

11;»«
HN o
Eo; g

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-2492181e-3 1

CCC[NH+](CCC)CCNC(=0O)Nci1cn(c(=0)c2clcccc2)C

RUN99

-3.88

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-10_1

C[C@H]1COc2c(cc(cc2Ne3enn(c3)C)Cl)[C@@H]1C(=0)Nc4cncc5edceees

RUN814

-3.85

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-af71705c-2_1

CC(C)Cnlcc(c2ccecc2c1=0)NC(=0)NC3=[NH+]N(CC3)c4cceced

RUNS6

-3.85

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-11b63608-1_1

clcecc2c(cl)encc2NC(=0)[C@@H]3CCOc4c3cc(ce4)Br

RUN281

-3.82

0.52

-20 -



VLA-UCB-50c39ae8-9 2

*)?AN ®
N ’

HN (¢}
HN

MAK-UNK-8be7dca9-8 2

ALP-UNI-76695c4f-2 1
AN\
Z

sprint-8-2021-05-30-P0157-dimer-neutral-restrained

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-50c39ae8-9_2

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3ee(cc40[C@HISCC(=0)NS)C)CCCECCCCCH

RUN396

-3.82

0.46

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-8be7dca9-8 2

clcc2ence(c2cc1CC(=0)[O-])NC(=0)[C@H]3CCOc4c3cc(cc4)Cl

RUNS09

-3.77

0.46

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-76695c4f-2_1

Cnle(nnn1)C2CCN(CC2)C(=0)CIC@]3(CCOcAc3ce(ced)CIC(=0)NeSencebeseeced

RUN2164

-3.76

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-balac7b9-13 3

1CIC@@H) i

RUN2664

-3.72

0.42

-21 -
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MAK-UNK-ffc90da7-5_2

NN
P/

HN O
F H
MN
o -
\‘s < O 0]
N OH

EDG-MED-4c68219f-1 4

NN
Z

HN O

—
N’/E /'l.o
N*

H.
O

MAT-POS-f7918075-2 1
H.N"* NN
~Z
ALP-UNI-dbbfd3db-18_1

7 IN
N
o N
l 0‘\
W
/g ’
N

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-ffc90da7-5_2

C[C@](CO)(clece2e(cl)ence2NC(=0)Ce3ccec(c3)Cl)[NH2+]C4CC4

RUN701

-3.68

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-4c68219f-1_4

CIC@HICNIC(=O)[C@H|(CO]

RUN1640

-3.67

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-f7918075-2_1

clccc2e(cl)encc2NC(=0)[C@@H]3COc4c3cc(ccd)Cl

RUN185

-3.65

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-dbbfd3db-18_1

Cnlc(=0)cen(c1=0)CC(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Neacnce5edceees

RUN2790

-3.65

0.21

-22 -
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DAR-DIA-9e4459de-13 7

CID:
7 IN
N SMILES:
HN o)
RUN:
/llo

DDG (kcal/mol):

N//)( ;

dDDG (kcal/mol):

DAR-DIA-9e4459de-13_7

RUN1431

-3.61

0.24

EDJ-MED-ee07cf00-1_1

N SMILES:
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

CID:

EDJ-MED-ee07cf00-1_1

Cnlc(=0)cen(c1=0)CC(=0)N[C@@F )C(=0

RUN2800

-3.60

0.16

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

MAT-POS-a13804f0-4_1

NC(=0)[C @@H|(04)C(=0)NSCCCCS

RUN3490

-3.59

0.18

DAR-DIA-ecdbc7dd-2_1

— SMILES:
N\ /"
H
N e= N

\‘g o

U
W

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

DAR-DIA-ecdbc7dd-2_1

CN1CC[NH+](CC1)C[C@@]2(CCOc3c2cc(cc3)Cl)C(=0)Ncdence5cdccees

RUN2877

-3.56

0.24

-23-
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MAK-UNK-8be7dca9-3 1

DAR-DIA-f6ee7aeb-2_3
7 N

N>

HN (0]
F
F N
F /\«
O
o o
NH3

MAT-POS-b5746674-108_3
Y
s

o N
L) ‘\\
:N\\

RAL-THA-1d44ff04-7 1
NN

HN o N

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-8be7dca9-3 1

clece2c(cl)ence2NC(=0)[C@@H]3c4cc(ccc40C[C@@H]3C[NH3+])CI

RUN495

-3.54

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-féee7aeb-2_3

clece2e(c1)ence2N3C[C@@H]([C@H](CC3=0)c4cc(cc(c4)Cl)OCCC(F)(F)F)c5cecec5CHN

RUN3404

-3.52

0.38

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-b5746674-108_3

Celeoe(cel)CIN@ @H+]2CC[C@H](C2)CNC(=0)Ne3en(c(=0)cdc3ccced)CC(C)C

RUN93

-3.51

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-1d44ff04-7_1

clcec2c(cl)encc2NC(=0)Cce3cc(cc(c3)Clyc4[nH]cecn4

RUN441

-3.51

0.36

-24 -
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JOH-UNI-ea72002d-1_2

NN

ALP-UNI-8e43a/71e-15 31
7 N

NS

Br\/\/NFO

MAK-UNK-c749d764-33_8

NN
2
HN o
H
N
..,«
HN Ny © ©
\ 2N

N

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-UNI-ea72002d-1_2

clcec2c(cl)ence2N(C(=0)[C@H]3CCOc4c3cc(cc4)CIINSC(=0)C=CC5=0

RUN2482

-3.51

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-balac7b9-9_2

clcee2e(c1)ence2NC(=0)[C@]3(CCOc4c3cc(cc4)Cl)CC(=0)NSCCCC[C@@H]5¢6[nH]ncn6

RUN2647

-3.50

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-8e43a7le-15_31

4c300(cod)CI)CC( @H|(CE)C(=ON

RUNS3017

-3.44

0.13

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-33_8

CS(=0)(=0)N(c1ence2celecce2)C(=0)C[C@HI3CCCIC@HI(C@HIZO0)C(FIF

RUN1087

-3.41

0.23

-25-
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DAR-DIA-Ocdel4eb-55 2

N
P

HN O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-Ocdel4eb-55_2

C[C@H](clccee(c1)C2(CC2)C)C(=0)Nc3cnccdc3ceecd

RUN22

-3.40

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-cdc2493e-5_3

clccc2c(cl)encc2NC(=0)N(c3ceec(c3)Cl)C4C[C@@H]5CCCC[C@H]5C4

RUNS35

-3.39

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-ecdbc7dd-18_2

CC(=0)N1CCINH+](CC1)C[C@]2(CCOc3c2cc(ce3)Cl)C(=0)NedenceSedocees

RUN2912

-3.39

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-e4b030d8-10_1

clcecc2ce(cl)encc2NC(=0)[C@@H]3CCOc4c3c(c(cc4)Cl)Cl

RUN293

-3.36

0.45

- 26 -
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EDG-MED-90036822-8 1

Y
~Z
HN 0
/
-\

DAR-DIA-23aa0b97-20 1

NN
v

zZ

R

GIA-UNK-80c9bc96-1 2
NN
s

v

N

DAR-DIA-Ocdel4eb-49 1
Y
Z

HN (0]
\/lh. &/
(0]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-8_1

clcee2ce(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)CNC(=0)[C@@H](c5¢[nH]nc5)F

RUN1662

-3.35

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-23aa0b97-20_1

clcce(ccl)NC(=0)Cc2cncc3c2cecc3

RUNO

-3.35

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

GIA-UNK-80c9bc96-1_2

clccc2c(cl)encc2N3CC[C@H](C3=0)c4ccec(c4)Cl

RUN1103

-3.34

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-Ocdel4eb-49_1

clccc2c(cl)encc2NC(=0)Cce3cceec(c3)C4(CC4)l

RUN13

-3.32

0.20

-27 -
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DAR-DIA-5ff57136-14 1

Y

Flo, ..,«

NH3;

MIC-UNK-bcd487e9-10 1
NN

HN

".00

e

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-5ff57136-14_1

CC(C)(C#C)N(clencc2cleccc2)C(=0)[C@@H]3CCOc4c3cc(cc4)Cl

RUN1381

-3.29

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ADA-UCB-dc2b944c-5_1

Cclcce2e(cl)[C@@H](CCO2)C(=0)Nc3cncc4c3ceecd

RUNG601

-3.28

0.39

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-bcd487e9-10_1

Cnlcnc(nl)CN(c2ccec(c2)Cl)C(=0)Nc3cnccdc3ccecd

RUNS599

-3.28

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-d36ab305-6_1

CN(C)clcec(ccl)N(c2ccee(c2)Cl)C(=0)Cc3cncc4c3ceecd

RUN155

-3.26

0.18
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ALP-UNI-0676e700-18_1

CID:
N
Z SMILES:
HN o
RUN:
0 DDG (kcal/mol):

Q dDDG (kcal/mol):

ALP-UNI-0676e700-18_1

RUN2462

-3.25

0.36

VLA-UCB-50c39ae8-3 1

¢ SMILES:

a\P RUN:
w DDG (kcal/mol):

dDDG (kcal/mol):

CID:

VLA-UCB-50c39ae8-3_1

clcce2c(cl)encc2N3C(=0)CC[C@@]4(C3=0)CCOc5c4cc(cc5)Cl

RUN379

-3.25

0.41

ALP-POS-2dal9ca7-5 1
7 lN
@ SMILES:

RUN:

DDG (kcal/mol):

CID:

ALP-POS-2dal9ca7-5_1

clcee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CC(=0)NSCCC(CC5)cn[n-Inné

RUN2379

-3.23

0.37

/ dDDG (kcal/mol):
ALP-UNI-3496895b-10_1 .
cG
Z
L SMILES:
RUN:
~ LD DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-3496895b-10_1

cleec2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)CC(=0)NSCCN(CC5)CC(CO)(F)F

RUN2532

-3.23

0.38

-29-



MIC-UNK-9582b2c5-1_8

sprint-8-2021-05-30-P0157-dimer-neutral-restrained

-30 -

MIC-UNK-9582b2¢5-1_8 o
d- @ SMILES CC(=0)N1CC[C@H]2[C@H](C1)CN(C(=0)[C@H]2¢c3ccce(c3)Clicdencesedceees
3

1\ RUN: RUN261

w DDG (kcal/mol): -3.22

@' dDDG (kcal/mol): 0.53
NI R'WEI'ade6416'l_1 CID: NIR-WEI-achd6416-1_1
NN
Z SMILES: C=C(clence2clecce2)C(=0)N3CCOc4c3ce(ced)Cl
HN o RUN: RUNA455
. s S S
\/'\, NS ! DDG (kcal/mol): -3.22
o} \o
dDDG (kcal/mol): 0.35
LAU-M ED'88a3970a'10_1 CID: LAU-MED-88a3970a-10_1
AN\
/ S M I L ES CS(=0)(=0)CCclcc(cc2c10CC[C@@H]2C(=0)Nc3enccac3ceced)Cl
F
HN © RUN: RUN1506
0
\ DDG (kcal/mol): -3.22
o
dDDG (kcal/mol): 0.24
LON'WEI'4d777100'56_1 CID: LON-WEI-4d77710c-56_1
NN
P SMILES: CC(C)Cnlcc(c2cccec2c1=0)NC(=0)Nc3ccsc3C(=0)0C
on HN o) RUN: RUN248
“a, DDG :
., (kcal/mol): -3.21
o dDDG (kcal/mol): 0.17



sprint-8-2021-05-30-P0157-dimer-neutral-restrained

EDG-MED-90036822-77_1

N

MAT-POS-89e65850-1_1

N
5
o; \E‘ N\’N
\

MAT-POS-b5746674-108_2

NN
~Z
MAK-UNK-ffc90da7-4 7

NN
P

HN (0]
o %
N

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-77_1

(=o)[c@l: 1)OCC3)NC(=0)[C@H]5C[C@](C5)(F)CO)ccl

RUN1773

-3.21

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-89e65850-1_1

CO[C@@]1(CC(=0)Nc2clce(cc2)Cl)C(=0)Ne3enccdc3ceecd

RUN2184

-3.19

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-b5746674-108_2

Celeoo(cel)CIN@H+]2CC[C@@H](C2)CNC(=0)Ne3en(c(=0)cdc3ccced)CC(C)C

RUNS89

-3.19

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-ffc90da7-4_7

CIC@@H](CINH2+]CIC@H]1CCCO)[C@t )C(=0

RUN704

-3.18

0.19

-31-
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MAK-UNK-83e0a0b4-4 2

NN

MIC-UNK-9582b2¢5-2 3
Y
~Z

N (@)
H% /
<Nj.‘\\
(0]

MIC-UNK-cdc2493e-13 1
AN\
=

F
d
-
-

o Ooh—N/
g

EDJ-MED-50011917-2_1

cm
o
HN
N
HN g0 O
;o; a

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-83e0a0b4-4_2

ccCCelece2e(cl)[C@H)(CCO2)C(=0)N(CCNC3CINH2+]C3)cdence5eaceees

RUN734

-3.18

0.42

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-9582b2c5-2_3

CC(=0)N1CC[C@@H]2[C@H](C1)C[C@@H](C(=0)N2c3ccce(c3)Cl)cdcnceSedccees

RUN264

-3.18

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-cdc2493e-13_1

clcec2c(cl)encc2NC(=0)N(c3ccec(c3)Cl)C4CCC(CC4)[NH+]5CCCCCh

RUNS55

-3.18

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-50011917-2_1

Cclc(ce(cc1O[C@@H]2CC(=0)N2)CI)CC(=0)Nc3encc4c3ccecd

RUN373

-3.17

0.45

-32-
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ALP-POS-2dal9ca7-7_3

MAT-POS-bbbbc21a-3 1

NN
Z

HN; ;O
O

ADA-UCB-dc2b944c-11 1

NN
/
HN O
F H
N
-
OH

MAK-UNK-c749d764-8 8

AN
Z
HN 0

F
F
o’\’

F

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-2dal9ca7-7_3

RUN2384

-3.17

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-bbbbc21a-3_1

clccc2c(cl)encc2NC(=0)Ce3cc(cc4c30CC4)Cl

RUN280

-3.16

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ADA-UCB-dc2b944c-11_1

clccec2ce(cl)c(cnc2Br)NC(=0)[C@@H]3CCOc4c3cc(cc4)Cl

RUNG610

-3.16

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-8_8

clecc2ce(cl)ence2NC(=0)C[C@H]3CCC[C@H]([C@H]30)C(F)F

RUN940

-3.16

0.21

-33-
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VLA-UCB-34f3ed0c-17_1

e

AN
2
HN o) N~H
— X
o
o)

KAD-UNI-877d7bed-11_3

77 SN

HN O

MAK-UNK-c749d764-26_4

NN
Z

HN O

\
- -
O= \
N loe,
-
N N
O O

MIC-UNK-bcd487e9-4 1

AN
Z

HN 0
F
\ N
:y
H o) o)

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-34f3ed0Oc-17_1

clece2c(c1)ence2N3C(=0)CN([C@ @J4(C3=0)CCOc5cAce(cc5)CI)C(=0)C60CCCCE

RUN641

-3.16

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

KAD-UNI-877d7bed-11_3

CC(C)([C@@H]1CCN(C1)C(=0)COc2cc(cc3c20CC[C@H]3C(=0)Ncdcnce5edceee5)Cl)O

RUN3749

-3.15

0.15

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-26_4

clecc2c(cl)encc2NC(=0)C[C@H]3CCCC[C@H]([C@@H]30)CI

RUN1049

-3.15

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-bcd487e9-4_1

clccc2ce(cl)encc2NC(=0)N(C[C@@H]3CCCO3)c4ccec(c4)Cl

RUNS89

-3.15

0.23

-34-
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DAR-DIA-ecdbc7dd-11 1
Y

NS

l"j/N (@)
(6] :

LON-WEI-4d77710c-28 1
I NN
~Z

MAK-UNK-919546f0-5 1
NN
Z

HN o
= A
(6] O

RAL-THA-8416115c-2_1
I

(0]

Y
v

HN O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-ecdbc7dd-11_1

clcec2c(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)C[NH+]5CCCCC5

RUN2897

-3.15

0.11

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-4d77710c-28_1

CC(C)Cnlcc(c2cccecc2c1=0)NC(=0)NCc3cc(ccc30C)OC

RUN218

-3.15

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-919546f0-5_1

CN(CC(=0O)Nclcncc2cleecc2)C=0

RUN485

-3.14

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-8416115c-2_1

CN1CC[C@@H](c2clccc(c2)Cl)C(=0)Nc3cncc4c3ceecsd

RUN1251

-3.14

0.16

-35-
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MAK-UNK-c749d764-15 12

Y
2
HN (@] F
+F
(0]
F

EDG-MED-balac7b9-25 4
7 IN
X N
(@] N I \
X \/Eu>

(0]

ALP-POS-fab80cf2-1 1

NV
(0]
I\ ./
FERN
HN (@]
N

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-15_12

C[C@H](N(c1cnce2clceee2)C(=0)C[C@H]3CCC[C@@H]([C@H]30)C(F)F)OCC4cCCCCa

RUN967

-3.13

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-1dbca3b4-16_1

clcec2c(cl)encc2NC(=0)C3=C(COc4c3cc(ccd)Cl)O

RUN169

-3.13

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-balac7b9-25_4

C[C@H]LCN(CCIN@H#]1CCO)C(=0)C[C@@]2(CCO (=0

RUN2714

-3.13

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-fab80cf2-1_1

clece2c(cl)encc2NC(=0)Ce3ec(ce(c3)Cl)C([C@@H]4CC(=0)N4)(F)F

RUN1514

-3.13

0.21

-36 -
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NAU-LAT-b7d8c353-8 1

NN
Z
o
HN o
0

NN
M/\N
N
N

DAR-DIA-0d514e7d-31_2

\ N
e
(o] N
28

o

MAT-POS-f9802937-9 1

OH

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

NAU-LAT-b7d8c353-8_1

clece(c2ence(c2c1)NC(=0)[C@@H]3CCOc4c3cc(ccd)Cl)CINH3+]

RUN456

-3.12

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-31_2

C[C@H]1CCO[C@@H]2C=CC(=C[C@@H]2[C@@H]1C(=0O)Nc3cnccdc3ccecd)Cl

RUNB833

-3.11

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-f9802937-9 1

clcece2ce(cl)encc2NC(=0)[C@H]3CCNc4c3cc(c(c4)Cl)Cl

RUN2403

-3.11

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-2dal9ca7-1_1

CCNC(=0)C[NH+]1CCN(CC1)C(=0)C[C@]2(CCO 1)C(=0;

RUN2382

-3.11

0.15

-37-
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MAT-POS-b5746674-105_1

W\
0 —
y N
HN &
o (@)
W
o)

MAT-POS-bbbbc2la-1 1

a)?/\,\, Ny
N 7

HN (¢}
HN

LON-WEI-4d77710c-54 1

NN
Z

N

5
|\

JOH-SUS-a69¢159d-6_2

NN

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-b5746674-105_1

CC(C)Cnlcc(c2ccecec2c1=0)NC(=0)NC3CC[NH+](CC3)Cc4cccecd

RUNB82

-3.11

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-bbbbc21a-1_1

COclcce(cclCC(=0)Nc2encc3c2cccc3)Cl

RUN275

-3.09

0.48

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-4d77710c-54_1

CC(C)Cnlcc(c2ccecec2c1=0)NC(=0)N3CCC(CC3)Cc4cccecd

RUN244

-3.09

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-SUS-a69¢159d-6_2

clccc2ce(cl)c(c(nc2F)F)NC(=0)[C@H]3CCOc4c3cc(ccd)Cl

RUN1127

-3.07

0.23

-38 -
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FRA-DIA-Ofa076fe-2_1

MAK-UNK-c749d764-33_4

NN
Z

R EQ

N
\\N/N

LON-WEI-adc59df6-52_ 2

A\
o) —
}.N
/,
‘, (@)
"j
(0]

VLA-UCB-34f3ed0c-19 1
Co
Z ( :z

(0]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

FRA-DIA-Ofa076fe-2_1

clccc2c(cl)encc2NC(=0)[C@H]3COc4c3cc(cc4Cl)O

RUN422

-3.07

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-33_4

CS(=0)(=0)N(c1cnec2clceec2)C(=0)C[C@H]3CCC[C@H]([C@@H]30)C(F)F

RUN1082

-3.07

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-adc59df6-52_2

CC(C)(C)elecc(ccl)N([C@H](c2ence3c2ecce3)C(=0)NC(C)(C)C)C(=0)C=C

RUN3

-3.06

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-34f3ed0c-19_1

clecc2ce(cl)ence2N(C(=0)c3ccco3)C(=0)[C@@H]4CCOc5c4cc(cc5)Cl

RUNG46

-3.05

0.28

-39 -
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ALP-UNI-44c99a80-4 1

EDJ-MED-28ec730d-2_1

NN
P/

HN O
3 H
- N
L d
M !
OH

ED_-GRI-5b13fbe2-63 1
NY
~ ~Z

(0]

HN (@]

MAR-UCB-f313ec4d-2_1

NN
=
HN o N:,\i
/’Q\/N
O

o}

e}
NH;

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-44c99a80-4_1

clccc2c(cl)ence2N(Cc3cnco3)C(=0)Cc4ccec(c4)Cl

RUN459

-3.05

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-28ec730d-2_1

COCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3cnccdc3ccecd

RUNG50

-3.05

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ED_-GRI-5b13fbe2-63_1

Cclc(nnn1CCCCO[C@]2(CCO 1)C(=0, [NH3+]

RUN1617

-3.03

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAR-UCB-f313ec4d-2_1

COclcceccc1OCCNC(=0)c2cencc3c2ceec3

RUN326

-3.03

0.40

-40 -
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MIC-UNK-d36ab305-5_1

MIC-UNK-d36ab305-5_1

CN(C)clcee(ccl)N(c2ceee(c2)Cl)C(=0)Nc3cncc4c3cececd

RUN165

-3.02

0.17

CID:
NN
P SMILES:
HN 0 RUN:
//,,. DDG (kcal/mol):
o dDDG (kcal/mol):
MAT-POS-e9€99895-13 2 cp.

N
5
SMILES:

RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-e9e99895-13 2

C[C@](c1ece(c(c1)CI)CI)(C(=0)Nec2enee3c2ccce3)NC(=0)[C@ @HJACC[N@@H+](C4)C

RUN2268

-3.00

0.35

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

DAR-DIA-0d514e7d-32_7

clece2c(c1)ence2NC(=0)[C@@H]3[C@HIAC[C@H|4CO[C@@H]S[C@@HI3C=C(C=C5)CI

RUNB856

-2.99

0.23

MIC-UNK-50cce87d-11 2
NN
Z

HN ¢} RUN:
EMH DDG (kcal/mol):
N
H F o 0 dDDG (kcal/mol):

SMILES:

CID:

MIC-UNK-50cce87d-11_2

Cclccec2cle(cnc2)N3CCC[C@H](C3=0)c4ccec(c4)Cl

RUNG78

-2.99

0.25

-41 -
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EDG-MED-5d232de5-8 1

NN
5
HN o
o
o
N

MAK-UNK-c749d764-29 5
Y
2
NIN/-Q\(
N O (0]

N
H

/\z

EDG-MED-balac7b9-5 1

N
5
HN ; e]
°
[e]

o

MAK-UNK-8be7dca9-3 2
NN
=

2

O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-5d232de5-8_1

clccc2c(cl)encc2N3CC[C@H](C3=0)c4ccec(c4)Cl

RUN2370

-2.98

0.42

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-29_5

clecc2c(c)ence2N(C(=0)C[C@@H]3CCC[C@@H]([C@H]30)C(F)F)C(=0)ON

RUN1066

-2.98

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-balac7b9-5 1

CCIC@@HI(CO)INH]

RUN2634

-2.98

0.48

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-8be7dca9-3_2

clecc2c(cl)encc2NC(=0)[C@H]3c4cc(ccc4OC[C@@H]3C[NH3+])CI

RUN496

-2.97

0.22

-42 -



sprint-8-2021-05-30-P0157-dimer-neutral-restrained

MIC-UNK-cdc2493e-8 6

AN
Z

ALP-UNI-8e43ar7le-1 2
7 SN

N

HN O

/- ‘}\/.

MIC-UNK-cdc2493e-20_1

Y
Z
JOH-SUS-a69¢159d-6_1
ANV
Z

HN. O
7 N
Hl\!/

o) o}

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-cdc2493e-8_6

clecc2e(c1)ence2NC(=0)N(c3ccee(c3)Cl[C@HJ4CC[C@@H]5CCCC[C@H]5C4

RUNS541

-2.96

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-8e43a7le-1_2

RUN2919

-2.95

0.12

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-cdc2493e-20_1

CC(=0)N(C)C1CCC(CC1L)N(c2ccee(c2)Cl)C(=0)Ne3cnccdc3ccecd

RUNS65

-2.95

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-SUS-a69¢159d-6_1

clcecc2ce(cl)c(c(nc2F)F)NC(=0)[C@@H]3CCOc4c3cc(cc4)Cl

RUN1126

-2.94

0.23

-43 -



sprint-8-2021-05-30-P0157-dimer-neutral-restrained

ALF-EVA-650655fc-4 5
7 N
0

(0]

MIC-UNK-5a93dd5f-3_1

I NN
Z
HN 0
N H
I Nt
V/
F
o 0

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALF-EVA-650655fc-4_5

RUN2861

-2.94

0.11

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-5a93dd5f-3_1

clcec2e(c1)ence2NC(=0)[C@@H](c3ccec(c3)Cl)N@ @H+]4CC[C@@H]5CCCC[C@@H]5C4

RUN740

-2.94

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-4d77710c-51_1

Cclc(c(on1)C)CCNC(=0)Nc2en(c(=0)c3c2ccecec3)CC(C)C

RUN241

-2.93

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-e9e99895-13 1

C[C@@](c1cee(c(c1)CI)CI)(C(=0)Nc2ence3c2ecce3)NC(=0)[C@@HJ4CCIN@@H+](C4)C

RUN2267

-2.92

0.27

- 44 -



sprint-8-2021-05-30-P0157-dimer-neutral-restrained

MAT-POS-3b92565d-3_2

ANV
N
S /\NH
HN ) —
o
o)

MAK-UNK-c749d764-24 3

NN
2

HN (¢]

u H loo
N
N '6
H.N N
o
100
o
H

MAT-POS-173a45da-1 1
NN
Z

HN o

LI
HO

RAL-THA-1d44ff04-5 1

a)?/\,\, Ny
SN 7

HN (¢}
HN

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-3b92565d-3_2

clcece2ce(cl)encc2NC(=0)Cc3cc(cc(c3)Cl)O[C@H]4CC(=0O)N4

RUN112

-2.91

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-24_3

CCN(clencc2clceeec2)C(=0)C[C@@H]3CCCIC@H]([C@@H]30)C(F)F

RUN1032

-2.91

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-173a45da-1_1

clcece2ce(cl)encc2CC(=0)N(CCC3CCCCC3)caccec(cd)Cl

RUN310

-2.90

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-1d44ff04-5_1

CNC(=0)clcc(cc(c1)Cl)CC(=0)Nc2encc3c2ccce3

RUN440

-2.90

0.45

-45 -



sprint-8-2021-05-30-P0157-dimer-neutral-restrained

LON-WEI-5e7d1b3e-56_1

NN
P

HN (0]
(0] %
N

MIC-UNK-0a05c952-2_4

77 SN

N

e}

|

ADA-UCB-dc2b944c-14 1

CC
P

KAD-UNI-80f122¢8-5_2

N
e
HN ;o
°
)
Ho\:g

E

A
\>,.\\\

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-5e7d1b3e-56_1
CC(C)Cnilcc(c2ccecc2c1=0)NC(=0)Ne3cese3C(=0)0C
RUN1367
-2.88

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-0a05c952-2_4
cleee26(c1)ence2N3IC@HI(CCIC@HI(Ca=O)cdccee(cA)CIC@@HISCOS
RUN3508
-2.88

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ADA-UCB-dc2b944c-14 1
CIC@H]1C0c2cce(ce2[C@H]1C(=0)Ne3encedcdeoced)Cl
RUNG612
-2.87

0.24

CID:
SMILES:
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

KAD-UNI-80f122¢c8-5_2

RUN2302

-2.86

0.36

-46 -
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MIC-UNK-644c43c7-3_1

NN
P/

’ d HNe o8V
0 \—/

VLA-UCB-34f3ed0c-12_1

7
N

N

HN 0
?O

MAK-UNK-f481d203-3_1

NN
Z

HN O
H
\\«N
L)
N
HO®
(@] (@]

RAL-THA-4aa06b95-4 1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-644c43c7-3_1

clcecc2c(cl)encc2NC(=0)Ce3cc(ce(c3)Cl)CNCC(F)(F)F

RUN431

-2.86

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-34f3ed0Oc-12_1

clece2c(cl)encc2N3C(=0)[C@@]4(CCOc5c4cc(cc5)Cl)CNC3=0

RUNG632

-2.86

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-f481d203-3_1

clcee(ccl)[C@H](C(=0)Nc2ence3c2cccc3)[NH3+]

RUN486

-2.85

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-4aa06b95-4 1

CN(C)C(=0)N1CC[C@@H](c2clcce(c2)Cl)C(=0)Nc3enccac3ccccd

RUN1235

-2.84

0.30

- 47 -
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MAK-UNK-c749d764-2_7

HN O
a— H
N
N
N\N/
(0] (@]

ALP-UNI-0676e700-24 2
N
G

: \Lb

4

o

ALP-UNI-0676e700-11_1

NN
e
HN o

o

(@]

L
v

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-2_7

CC[C@@H]1CCC[C@H]([C@H]10)CC(=0)Nc2cncc3c2ceec3

RUN903

-2.83

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-31_6

CC/C=C(/c1lcncc2elccce2)\C(=0)C[C@H]3CCC[C@@H]([C@H]30)C(F)F

RUN1076

-2.83

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-0676e700-24_2

RUN2473

-2.83

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-0676e700-11_1

clcee2ce(c1)encc2NC(=0)[C@ @]3(CCOc4c3ec(ce4)Cl)CNC(=0)c5ece(ce5)CC(=0)N

RUN2460

-2.82

0.33

-48 -
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ALP-POS-e0Ofe77e5-7_1

N
5

HN O

(0]

HN%
\

OeN
H

MAT-P0OS-2492181e-9_1

AN
s
ALP-POS-f13221el1-3 1

NN
Z
Z
HN 0

o

MIC-UNK-d36ab305-4_2

N
29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-e0fe77e5-7_1

clccec2c(cl)encc2N3CCC[C@]4(C3=0)CCOc5c4cc(cc5)Cl

RUN2325

-2.82

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-2492181e-9 1

CC1CC[NH+](CC1)Cc2cce(cc2)NC(=0)Nec3en(c(=0)cdc3ccecd)CC(C)C

RUN102

-2.82

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-f13221e1-3_1

clccc2c(cl)encc2NC(=0)CCc3ccec(c3)Cl

RUN184

-2.81

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-d36ab305-4_2

CN(C)clcee(cecl)[C@H](c2ccec(c2)Cl)C(=0)Nc3cnccdc3ceecd

RUN159

-2.81

0.29

=49 -
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PET-UNK-1b92fa34-4 1

MIC-UNK-cdc2493e-22 1

NN
/
HN o
F
Z,
l' H
N
(7]
HO
o

o

EDG-MED-balac7b9-28 3

N
HN ¢]

MIC-UNK-cdc2493e-5 2

NN
Z

(@)
HN O
,: ! SN
H
O

F
d
-
-

/
(2

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-1b92fa34-4_1

clcc2ence(c2cc1F)NC(=0)[C@@H]3CS(=0)(=0)Cc4c3cc(c(c4)F)Cl

RUN4172

-2.80

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-cdc2493e-22_1

clccc2c(cl)encc2NC(=0)N(CCn3ccnn3)cdccec(c4)Cl

RUNS574

-2.80

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-balac7b9-28 3

C[N@@H+](CCO)C1CCN(CC1)C(=0)C[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedcneesedccecs

RUN2734

-2.80

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-cdc2493e-5_2

clccc2c(cl)encc2NC(=0)N(c3ceec(c3)Cl)C4C[C@H]5CCCC[C@@H]5C4

RUNS33

-2.80

0.26

-50 -



sprint-8-2021-05-30-P0157-dimer-neutral-restrained

VLA-UCB-34f3ed0Oc-6 1
7 N

N

MIC-UNK-cdc2493e-21 4

NN
Z

MAT-POS-e9e99895-2_3
N\
G
i

ALP-UNI-8e43a/7le-5_14

cm
o
HN
N
HN g0 O
;o; a

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-34f3ed0c-6_1

clcecc2c(cl)encc2NC(=0)N(c3ccee(c3)Cl)C(=0)CC4CCCCC4

RUNG30

-2.79

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-cdc2493e-21_4

CC(=O)N(C)[C@H]1CC[C@H](C1)N(c2ccee(c2)Cl)C(=0)Ne3enccac3ececd

RUNS72

-2.78

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-e9e99895-2_3

CC(C)IN@@H+]1CCO[C@H](C1)C(=0)N[C@@](C) 1)CI)C(=0,

RUN2236

-2.78

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-8e43a7le-5_14

RUN2958

-2.78

0.24




sprint-8-2021-05-30-P0157-dimer-neutral-restrained

MIC-UNK-cdc2493e-3 1

AN
Z ’
) O/’() )
ALP-POS-e0Ofe77e5-4 1
W
-
HN?O

O e N

DAR-DIA-9e4459de-15 1

AN
2

HN (e}

(e]

J

LON-WEI-4d77710c-29 1
Y

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-cdc2493e-3_1

cleccc(ccl)CCN(c2cece(c2)Cl)C(=0)Nc3cnec4c3ceecd

RUNS523

-2.78

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-e0fe77e5-4_1

clcec2c(c1)encc2N3CCC[C@@]4(C3=0)CCOc5c4cc(c(c5)Cl)Cl

RUN2324

-2.78

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-9e4459de-15_1

RUN1441

-2.77

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-4d77710c-29_1

CCOC(=0)Cclcsc(n1)NC(=0)Nc2en(c(=0)c3c2cccc3)CC(C)C

RUN221

-2.76

0.23

-52-



sprint-8-2021-05-30-P0157-dimer-neutral-restrained

MIC-UNK-5a93dd5f-7_2

7 IN
\
E
@) -
HN o) N
N
H
H+
O 2

DAR-DIA-0d514e7d-31_6

Y
Z
(%j

LAU-MED-88a3970a-14 1

NN
No =
HN 0

ERI-UCB-ce40166b-10 1

I AN

Z

HN 0
,5@

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-5a93dd5f-7_2

CC(=O)N(C)[C@H]ICCIN@@H+](Cl)[C@@t )C(=0;

RUN769

-2.76

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-31_6

C[C@H]1CCO[C@@H]2C=CC(=C[C@H]2[C@@H]1C(=O)Nc3cnccdc3ceeed)Cl

RUNB839

-2.75

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LAU-MED-88a3970a-14_1

COCCCclcc(cc2c1OCC[C@@H]2C(=0)Nc3cnccdc3ccecd)Cl

RUN1510

-2.74

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ERI-UCB-ce40166b-10_1

clccc2c(cl)encc2CC(=0)Ne3cec(ce(c3)0[C@@H]4CCC(=0)N4)C#N

RUN48

-2.74

0.20

-B3-



MAK-UNK-ffc90da7-9_1

sprint-8-2021-05-30-P0157-dimer-neutral-restrained

MAK-UNK-ffc90da7-9 1 cp.

Y

/ SMILES C[C@@H]1[C@@H](CCO1)SC[C@@H](C} NC(=0)Ct |

HN 0 RUN: RUN709

F,’
‘ H DDG (kcal/mol): -2.74
HO : 50: K dDDG (kcal/mol): 0.25
LON'WEI'af038623'3_1 CID: LON-WEI-af038623-3_1
AN
P SMILES: C=CC(=0O)Nclcncc2clcecc2
,\n/N \?o RUN: RUN34
o A DDG (kcal/mol): -2.74
(OD/ dDDG (kcal/mol): 0.25
MAT'POS'4223b015'26_2 CID: MAT-POS-4223bc15-26_2
NN
/ S M I L ES clccc2c(cl)ence2NC(=0)[C@H]3C[N@@](Cc4c3cc(ccd)Cl)CC(F)(F)F
(0]
HN\?O RUN: RUN4118
W} N DDG (kcal/mol): 2.73
O
dDDG (kcal/mol): 0.20
KAD-UN |'8a6290b0'2_1 CID: KAD-UNI-8a629ch0-2_1
NN
/ S M I L ES: clcee2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)CC(=0)NCCE56CC(C5)(COB6)C(=0)N
HN e]
RUN: RUN2085
Ol DDG (kcal/mol): -2.73
dDDG (kcal/mol): 0.38

o : NH,

-54 -



sprint-8-2021-05-30-P0157-dimer-neutral-restrained

ALP-POS-966f8da6-1_2

CID: ALP-POS-966f8da6-1_2
RN
/ SM I L ES clcec2c(cl)ence2NC(=0)[C@H]3CCN(c4c3cc(ce4)Cl)Cesenc[nH]5
RUN: RUN1219
DDG (kcal/mol): -2.73
dDDG (kcal/mol): 0.26

DAR-DIA-Ocdel4eb-50 1

CID: DAR-DIA-Ocdel4eb-50 1
NN
/ SMILES: CC1(CC1)c2ccec(c2)NC(=0O)Nc3cnec4c3cececd
HN o) RUN: RUN15
DDG (kcal/mol): -2.73
o dDDG (kcal/mol): 0.21

MAK-UNK-919546f0-4 1

CID: MAK-UNK-919546f0-4 1
NN
y SMILES: clccc2c(cl)encc2NC(=0)Ce3ccecec30
HN o
RUN: RUN484
N
P« DDG (kcal/mol): -2.71
N
/ ) o) o)
(N/ dDDG (kcal/mol): 0.31

JAG-UCB-706446eb-1_1

CID: JAG-UCB-706446eb-1_1
Y
S SMILES: Clccc26(e1)encezNC(=0)(CO@I(CCOeAER(ccAIC)CCC=ONCCFFIF
HN o
o RUN: RUNG621

( v\’\N“.N

/K(\‘N DDG (kcal/mol): -2.71
dDDG (kcal/mol): 0.39

NH;

- 55 -
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MAR-UCB-f313ec4d-3 1

Y
A

HN

H
(o) N*
@] o
LJ
o g OH

ERI-UCB-ce40166b-6 2

H,N
NN
o Z
HN 0

LON-WEI-4d77710c-7_1

O:)N
Z

o)

/l\ HN o
F F

(0]

MAT-POS-e69ad64a-1 2

NN
T

HN o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAR-UCB-f313ec4d-3_1

COclccececc1lOCCC(=0)Nc2encc3c2ceec3

RUN331

-2.71

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ERI-UCB-ce40166b-6_2

clecc2c(cl)encc2CC(=0)Ne3ee(ce(c3)Cl)O[C@H]J4CCC(=0)N4

RUN43

-2.71

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-4d77710c-7_1

Cnlce(c2ccecc2c1=0)NC(=O)NCCC[N@@H+]3CCc4cceccdC3

RUN197

-2.71

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-e69ad64a-1_2

C=CC(=0)N(clcncc2clcecc2)C(=0)[C@H]3CCNc4c3cec(ce4)Cl

RUN2331

-2.70

0.36

-56 -
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MIC-UNK-9582b2c5-2_1

o HAO/\/O N\
o N 5
o
HN o
HN

MAK-UNK-c749d764-15_3

|
EDJ-MED-28ec730d-3_1
AN
Z

HN o
F H

‘ C <S N

OH o) o)

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-9582b2c5-2_1

CC(=O)N1CC[C@@H]2[C@@H](C1)C[C@@H](C(=0)N2c3ccee(c3)Clicacnce5eaccees

RUN262

-2.70

0.55

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-15_3

RUN958

-2.70

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-e002e396-1_1

CS(=0)(=0)C[C@@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3encedc3ecccd

RUN3451

-2.69

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-28ec730d-3_1

clecc2ce(cl)ence2NC(=0)[C@@]3(CCOc4c3cec(cc4)Cl)OC5CCOCCS

RUNG52

-2.69

0.26

.57 -
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VLA-UCB-05e51b3f-1_1

SMILES:
RUN:

DDG (kcal/mol):

CID:

VLA-UCB-05e51b3f-1_1

CC(=0O)N1CC[NH+](CC1)CC(=0O)Nc2cncc3c2cccc3

RUN315

-2.69

0.27

ALP-POS-2dal9ca7-3_1

Cnlenc2c(c1=0)CCN(C2)C(=0)CIC@]3(CCOcAc3ce(ced)ClC(=0)NeSencebeseeecd

RUN2377

-2.68

0.31

‘i dDDG (kcal/mol):
ALP-POS-2dal9ca7-3_1 cD:
Y
Ce
SMILES:
RUN:
OLO DDG (kcal/mol):
/H|N ° dDDG (kcal/mol):
KAD—UNI—CbObebC—ZZ_l cIb:
7 N
\ I SMILES:
"N¢’ RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

KAD-UNI-cbOf2bbc-22_1

clece2c(c1)ence2NC(=0)[C@@]3(CCOcAc3ee(ced)ClCINH2+|CCNSC(=0)cbeeeec6C5=0

RUNS3711

-2.68

0.12

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

LAU-MED-88a3970a-8_1

clccc2c(cl)encc2NC(=0)[C@H]3CCOc4c3cc(cc4CCCCO)CI

RUN1504

-2.68

0.18

-58 -
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MAT-POS-e6dd326d-4 2
7 N

NS

OV\/N; ;O

EDJ-MED-50011917-3 1

G

/J

NIR-WEI-f9286bb6-4 2

NN
oe
HN o]

4 "o

LON-WEI-4d77710c-47_1

e
des

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-e6dd326d-4_2

CS(=0)(=0)NC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccdc3ccecd

RUN3944

-2.67

0.15

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-50011917-3_1

COclc(cc(cc1CC(=0)Ne2ence3c2cece3)Cl)C[C@@H]4CC(=0)N4

RUN377

-2.66

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

NIR-WEI-f9286bb6-4_2

CC(C)(C)NC(=0)[C@H](c1cncc2clccec2)N(Ce3ecece3Cl)C(=0)C=C

RUN142

-2.65

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-4d77710c-47_1

CCclcceccIN(CC)C(=0O)Nc2en(c(=0)c3c2cccec3)C

RUN236

-2.64

0.29

-59 -
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LON-WEI-4d77710c-13 1
NN
~Z

DAR-DIA-5ff57136-11 1

NN
2

(é \
MIC-UNK-cdc2493e-21 3
Y
Z

-
Cd
o

D/~

F
° o o}
-
OH

EDG-MED-balac7b9-26_2

/IN
\

zZ

R

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-4d77710c-13_1

CC(C)Cnlcc(c2ceccc2c1=0)NC(=O)NC[C@@H]3CCCO3

RUN201

-2.64

0.44

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-5ff57136-11_1

C=C=CC(=0)N(clcncc2clcecc2)C(=0)[C@@H]3CCOc4c3cc(cc4)Cl

RUN1379

-2.64

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-cdc2493e-21_3

CC(=0)N(C)[C@@H]1CCIC@HI(CL; )C(=0]

RUNS71

-2.64

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-balac7b9-26_2

RUN2721

-2.64

0.18

-60 -
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KAD-UNI-cbOf2bbc-13_ 1
77 N

N

HN ©)

ZT

EDJ-MED-841e0cf0-6_1
7 SN

NS

HN O
oY,
0] @)

ALP-POS-5bb456a5-2_6

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

KAD-UNI-cbOf2bbc-13_1

Cnlc(nc2clc(=0)[nH]c(=0)n2C)C[NH2+]C[C@]3(CCOc4c3cc(cc4)Cl)C(=0)Ne5enecbe5eeect

RUN3694

-2.63

0.12

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-919546f0-2_2

clcee(ccl)[C@H](C(=0O)Nc2cence3c2cccc3)[NH3+]

RUN483

-2.63

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-841e0cf0-6_1

CN(C)S(=0)(=O)IN@@]1C @@H](C1)C(=0, HF)CI

RUN3840

-2.63

0.13

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-5bb456a5-2_6

RUN2427

-2.63

0.42

-61 -
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ALF-EVA-ced740bd-4_1
7 N

g

HN (©]

(0]
»\/'llo
N

ED_-GRI-5b13fbe2-35_1

PET-UNK-5d7c542f-5 1
7 IN
N

HN O
N\ -_ H
\\/N\N/

(0] (@]

DAR-DIA-0d514e7d-32_13

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALF-EVA-ced740bd-4_1

clccc2c(cl)encc2NC(=0)[C@@H]3COc4c3cc(ccd)F

RUN2795

-2.63

0.13

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ED_-GRI-5b13fbe2-35_1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cec(ced)COCCNSL(c(cn5)Co=CCINH2+]CCE)N

RUN1566

-2.62

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-5d7c542f-5_1

C=CS(=0)(=0)CCO[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccdc3ceecd

RUN3858

-2.62

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-32_13

cleee2e(c1)ence2NC(=0)[C@@H]3[C@@HIACIC@H4CO[C@H]S[C@@HI3C=C(C=C5)CI

RUNB862

-2.62

0.23

-62 -



ALF-EVA-5b152d2f-2_1

LON-WEI-4d77710c-60_1

a)?/\,\, Ny
N 7

HN (¢}
HN

ALP-UNI-8e43a7le-2_6

AN
.
HN
o
1

o
N
H

MAK-UNK-c749d764-31_8

sprint-8-2021-05-30-P0157-dimer-neutral-restrained

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALF-EVA-5b152d2f-2_1

Cclccc2ence(c2c1)NC(=0)[C@@H]3CCOc4c3cc(ccd)Cl

RUN2357

-2.61

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-4d77710c-60_1

CC1CC[NH+](CC1)CCCNC(=0)Nc2cn(c(=0)c3c2ccce3)CC(C)C

RUN260

-2.60

0.46

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-8e43a7le-2_6

RUN2927

-2.58

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-31_8

CC/C=C(/clcncc2elcecc2)\C(=0)C[C@H]3CCC[C@H]([C@H]30)C(F)F

RUN1077

-2.58

0.27

-63-
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EDJ-MED-841e0cf0-4_2
Y

N

HN O

ANV
Z
HN (o] N~
%
o

(0]

DAR-DIA-féee7aeb-4_1

l NN
S /N\NH
HN ) —
o
0

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-841e0cf0-4_2

CIC@@]1(CIN@](Cc2clce(ce2)Cl)S(=0)(=0)C)C(=O)Ne3encedcedee(ced)S(=0)(=0)C

RUN3834

-2.57

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-1d44ff04-2_1

clccc2ce(cl)encc2NC(=0)Ce3cc(cc(c3)Cl)OCc4[nH]ncn4

RUN436

-2.57

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-5a93dd5f-3_11

cleec2e(c1)ence2NC(=0)[C@@H](c3ccee(e3)CI)N@H+]4CC[C@@H]5CCCC[C@H]5C4

RUN750

-2.56

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-f6ee7aeb-4_1

RUN3411

-2.56

0.19

-64 -
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MAK-UNK-c749d764-26_5

NN
P/

sN/
MIC-UNK-cdc2493e-10 2

\N HN
O
o F
%, F
HN (0] HN*

N

/J

o

MAT-POS-1f3fla6f-1_2

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-26_5

clcec2ce(c1)encc2NC(=0)C[C@@H]3CCCC[C@@H]([C@H]30)CI

RUN1050

-2.56

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-cdc2493e-10_2

CC(=O)N[C@H]1CC[C@@H](C1)N(c2ccee(c2)Cl)C(=0)Ne3encc4c3ccecd

RUNS546

-2.55

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-1f3f1a6f-1_2

clccc2c(cl)encc2NC(=0)[C@H](c3cce(c(c3)CI)CIH[NH3+]

RUN2275

-2.54

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-c9c1e0d8-4_2

clccc2ce(cl)encc2N3CC[C@H](C3=0)c4ccec(c4)Cl

RUN123

-2.54

0.30

-65 -
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ALP-UNI-8e43a71le-5_10

PET-UNK-c5865d42-2_2

OH

VLA-UNK-f702bflc-4_2

MIC-UNK-9582b2¢5-2_5

AN
Z

HN O

OH

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-8e43a7le-5_10

RUN2956

-2.54

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-c5865d42-2_2

clccc2c(cl)encc2NC(=0)Ce3cc(ce(c3)Cl)C([C@H]4CCN4)(F)F

RUN429

-2.54

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-f702bflc-4_2

clecc2c(c1)ence2N3C(=0)[C@@]4(CCOc5c4cc(ce5)Cl)N(C3=0)C[C@H]6CC(=0)NC6

RUN2314

-2.53

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-9582b2c5-2_5

CC(=0)N1CC[C@@H]2[C@@H](C1)C[C@H](C(=0)N2c3ccce(c3)Cl)cdcnceSedccees

RUN266

-2.52

0.29

- 66 -
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MIC-UNK-bcd487e9-9 1
NN

Iz
Z
_—
<\/ ZT

EDJ-MED-c314995a-1_1

NN
~

HN o

I,"

ERI-UCB-d6delf3c-5 1

JAG-UCB-7b680c2b-1_1
Y +

=z J,l
HN O H
‘ O

(0]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-bcd487e9-9_1

Cnlcc(nnl)CN(c2ccec(c2)Cl)C(=0)Nc3cnccdc3ccecsd

RUNS97

-2.51

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-c314995a-1_1

clccec2c(cl)encc2NC(=0)N(CCC3CCCCC3)caccec(cd)Cl

RUN126

-2.51

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ERI-UCB-d6delf3c-5_1

cleee2e(cl)ence2C(=0)N3C[C@@H](N(C(=0)C3)cdcccc(c4)Cl)CCECCCCCS

RUN1095

-2.51

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JAG-UCB-7b680c2b-1_1

CC(C)(C)OC(=0)NCelceee(cl)CIC@]2(CCOe3e2ce(ce3)ClC(=0)Nedence5edceces

RUNG54

-2.50

0.29

-67 -
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RAL-THA-8416115c-4 3
ANV
Z

HN O
(\N’Q H
O—K)\(
(0] (@]

ALP-POS-ce760d3f-6 1

(0]

EDG-MED-balac7b9-13_2

NN
.
HN ; o
o
NN
o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-8416115c-4_3

CCCN1CC[C@H](c2c1cce(c2)Cl)C(=0)Nc3cnccdc3ccecd

RUN1261

-2.50

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ce760d3f-6_1

COclccc2ence(c2c1)NC(=0)C3=CCOc4c3cc(cc4)Cl

RUN1458

-2.49

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-e4b030d8-6_1

CCC[C@H]1COc2cce(cc2[C@@H]1C(=0)Nc3enccac3ccccd)Cl

RUN288

-2.49

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-balac7b9-13_2

RUN2663

-2.48

0.31
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ALP-POS-2dal9ca7-6 1

AN
Z
HN ¢]
(]
2 ’~
N -
/
g A

ALP-UNI-3496895b-6_1

NN
&

AN
e
HN o) N’g
/J O
o
o)

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-2dal9ca7-6_1

Cn1c(nnn1)C2=CCN(CC2)C(=0)C[C@]3(CCOc4c3cc(ccd)Cl)C(=0)Ne5enccbe5eecct

RUN2380

-2.48

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-balac7b9-13_4

RUN2665

-2.47

0.50

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-3496895b-6_1

CCNICC[NH+](CC1)C2CN(C2)C(=0)CIC@]3(CCOcAc3cee(cea)ClC(=0)Ne5encebe5ecccd

RUN2520

-2.47

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-02c6a514-32_1

CC(C)(C)clece(ce1)N([C L (=O)NCC (=0)c5ccco5

RUNG644

-2.47

0.32
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RAL-THA-4aa06b95-3 1

>¢
e

MAT-POS-3b92565d-8 1

@:)N
Z
0
0 N -
m\\
o
HNT N

\—

MIC-UNK-c66144cb-2_2

NN
P

HN (¢]
"'
(0]

\
MAK-UNK-8be7dca9-8 1

s
H

«bO

=z

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-4aa06b95-3_1

CNC(=O)N1CC[C@@H](c2c1cce(c2)Cl)C(=0)Ne3ence4c3ccecd

RUN1232

-2.47

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-3b92565d-8_1

Cnlcc(c2cccec2c1=0)NC(=0)Cc3cc(cc(c3)Cl)OC

RUN115

-2.46

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-c66144cb-2_2

clccc2c(cl)encc2NC(=0)[C@H](CCc3ccc(cc3)F)cdccec(cd)Cl

RUN131

-2.46

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-8be7dca9-8 1

clcc2ence(c2cc1CC(=0)[O-])NC(=0)[C@@H]3CCOc4c3cc(cc4)Cl

RUNS07

-2.46

0.27
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ALP-UNI-0676e700-10_1

NN
T

HN

MAK-UNK-c749d764-2_8

77 N

N

HN O
H e
.‘\
o] o]
vy
N

>

/ ‘o

o
&

o

KAD-UNI-80f122¢8-3_5

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-0676e700-10_1

clcce2c(c1)ence2NC(=0)[C@ @]3(CCOc4c3cc(ced)Cl)CNC(=0)c5eceénnnnées

RUN2453

-2.46

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-2_8

CC[C@H]1CCC[C@H]([C@H]10)CC(=0O)Nc2cncc3c2ccece3

RUN904

-2.46

0.44

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

KAD-UNI-80f122¢c8-3_5

RUN2293

-2.46

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

NIR-THE-af15c15d-1_1

CC#CC(=0)N(clcncc2clcecc2)C(=0)[C@@H]3COc4c3cc(ccd)Cl

RUNS3319

-2.46

0.16

-71 -
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MAT-POS-e9e99895-3 1

N
P

HN (¢]

(e]

i

MAT-POS-f7918075-1 2

ioe
So

ED_-GRI-5b13fbe2-16_2

CC
Sex

KAD-UNI-80f122¢8-3_3
W
Ce

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-e9e99895-3 1

C[C@@](c1cce(c(c1)CI)CI)(C(=0)Nec2enee3c2ecce3)NC(=0)[C@@H]4CCC(=0)NC4

RUN2243

-2.45

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-f7918075-1_2

clccc2c(cl)encc2NC(=0)[C@H]3CCOc4c3cc(cc4)Cl

RUN190

-2.45

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ED_-GRI-5b13fbe2-16_2

cleee2e(cl)encc2NC(=0)[C@@)3(CCOx hoc[c@t C6CCB)[NH3+]

RUN1546

-2.45

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

KAD-UNI-80f122¢c8-3_3

RUN2289

-2.45

0.37

-72 -



sprint-8-2021-05-30-P0157-dimer-neutral-restrained

DAR-DIA-Ocdel4eb-47_1

CID:
NN
SMILES:
/
HN 0 RUN:
//,,. DDG (kcal/mol):
o dDDG (kcal/mol):

DAR-DIA-Ocdel4eb-47_1

clccc2c(cl)encc2NC(=0)Cce3ccec(c3)C4(CC4)Cl

RUN11

-2.45

0.20

7 N
I SMILES:

RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

CID:

RAL-THA-b0Oe3cbf-1_1

clcecc2c(cl)c(cnc2C#N)NC(=0)[C@@H]3CCOc4c3cc(cc4)Cl

RUN4177

-2.45

0.21

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

DAR-DIA-076fb6ea-3_1

COC(=0)/C=C/C(=0O)N(clcncc2clccecc2)C(=0)Cc3ceec(c3)Cl

RUN1403

-2.45

0.22

DAR-DIA-6a508060-3 1
NN
o SMILES:

H
o) N*
A (
o)
o OH

HN

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

DAR-DIA-6a508060-3_1

clccec2c(cl)encc2NC(=0)[C@@H]3CCOc4c3cc(ccd)C#N

RUN336

-2.45

0.32

-73-
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MAT-POS-afd4d4fd-3_1

NN

HN o
o ;
OH

ALP-POS-2dal9ca7-7_8

NN

HN (¢}
° ;
o
(e} NH

A

MIC-UNK-cdc2493e-8 2

@Q
o

MAK-UNK-8be7dca9-7_1

©Q

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-afd4d4fd-3_1

clccc2c(cl)encc2NC(=0)Cc3ccec(c3CI)Cl

RUN305

-2.44

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-2dal9ca7-7_8

RUN2392

-2.44

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-cdc2493e-8_2

clece2e(c1)encc2NC(=0)N(c3ccee(e3)Cl)[C@H]4CC[C@@H]5CCCC[C@@H]5C4

RUNS38

-2.43

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-8be7dca9-7_1

clcc2ence(c2cc1C(=0)[0-])NC(=0)[C@@H]3CCOc4c3cc(cc4)Cl

RUNS03

-2.43

0.24

-74 -
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ALP-UNI-3496895b-1 1

NN
&

LON-WEI-4d77710c-15_1

NN
Z O
o) NH I
Y
MAT-POS-fce787c2-8 2

NN
5
HN o

MIC-UNK-cdc2493e-8 4

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-3496895b-1_1

RUN2499

-2.43

0.49

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-4d77710c-15_1

CC(C)Cnlcc(c2cceecc2c1=0)NC(=O)NCCCN3CCCC3=0

RUN206

-2.43

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-fce787c2-8_2

clcece2ce(cl)encc2NC(=0)[C@H](C#N)c3ccc(c(c3)Cl)Cl

RUN2155

-2.42

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-cdc2493e-8_4

clecc2e(c1)ence2NC(=0)N(c3ccee(c3)Cl[C@HJ4CC[C@H]SCCCC[C@@H]5C4

RUNS37

-2.42

0.29

-75-
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PET-UNK-1901c25b-1_1

o HAO/\/O N\
o N 5
o
HN o
HN

MAT-P0OS-96f51285-5 1
7 SN

i
/OE/NYO
I
MAK-UNK-8be7dca9-2 1

AN
Z

F
d
-
-

: T

EDJ-MED-d203f206-16_1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-1901c25b-1_1

CN(C)clcee(ccl)N(Ce2eecsc2)C(=0)Cc3cnccdc3cececsd

RUN302

-2.41

0.46

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-96f51285-5_1

clcc2ence(c2cclF)NC(=0)[C@@H]3CCOc4c3cc(c(c4)F)Cl

RUN3931

-2.41

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-8be7dca9-2_1

clcc2c(cc1CC(=0)N)encc2NC(=0)[C@@H]3CCOc4c3cc(cc4)Cl

RUN492

-2.40

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-d203f206-16_1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CC(=0)NSCCC[C@H]5c6n[n-]nn6

RUN2578

-2.39

0.31

-76 -
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ALP-UNI-8e43a7le-15 24

CID:
NN
H
= AN SMILES:
HN
HN o] NH
RUN:
Y N

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-8e43a7le-15 24

RUN3005

-2.39

0.19

DAR-DIA-ecdbc7dd-12 1

7 IN
N SMILES:
\/N o RUN:

DDG (kcal/mol):

o dDDG (kcal/mol):

CID:

DAR-DIA-ecdbc7dd-12_1

clecc2ce(cl)ence2NC(=0)[C@@]3(CCNc4c3ec(cc4)Cl)CINH+]5CCCCC5

RUN2894

-2.38

0.10

DAR-DIA-53551¢c05-6_1

NN
Z
HN 0
@
0

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

DAR-DIA-53551c05-6_1

clccc2c(cl)encc2CN3c4ccccc4C(=0)C3=0

RUN140

-2.38

0.21

NIR-WEI-f9286bb6-1_2
N
S SMILES:

HN (e]
/"'
(o]
(e]

A

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

NIR-WEI-f9286bb6-1_2

CNC(=0)[C@H](clcncc2clcecc2)N(Ce3cecee3Cl)C(=0)C=C

RUN137

-2.38

0.31
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KAD-UNI-8a629¢ch0-20_1

NN
5

.
MAK-UNK-ffc90da7-2_2

NN
P/

H O

N
F H
< N
L d
M .
-
OH

DAR-DIA-6be260fc-1_1

a3
.
(-
VLA-UCB-34f3edOc-1_1

NN
/
HN o
E H
< N
L
M
OH

(0]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

KAD-UNI-8a629cb0-20_1

C[C@@H](C(=0)N1CCC(CC1)C(=0)N)O[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Neacnce5eaccees

RUN2103

-2.38

0.42

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-ffc90da7-2_2

clecc2c(cl)encec2NC(=0)C[C@H]3CCC[C@@H]([C@@H]30)CI

RUNG82

-2.38

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-6be260fc-1_1

clcec2c(cl)encc2N3CC[C@@]4(C3=0)CNe5ce4ec(ce5)Cl

RUN2127

-2.37

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-34f3ed0Oc-1_1

C=C(C#N)C(=0)N(clcncc2clecce2)C(=0)[C@@H]3CCOc4c3cc(ccd)Cl

RUNG627

-2.37

0.29

-78 -



MIC-UNK-0a05c952-3 1

sprint-8-2021-05-30-P0157-dimer-neutral-restrained

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-0a05c952-3_1

clece2c(cl)ence2N3[C@@H](C[C@@H](C3=0)cacee(c(c4)CCHC@@HISCOS

RUNS3513

-2.36

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

PET-UNK-8df914d1-1_1

COclccc2encc(c2c1)NC(=0)Cc3ccec(c3)Cl

RUN139

-2.36

0.14

dDDG (kcal/mol):

ERI-UCB-fbdd3eal-27_2

CID: ERI-UCB-fbdd3eal-27_2
ANV
/ SM I L ES CC(C)(C)clec(nol)N([C@H](c2ence3c2cece3)C(=0)NC(C)(C)C)C(=0)C=C
O
RUN: RUNG
HN O
N
| DDG (kcal/mol): -2.36
N P
dDDG (kcal/mol): 0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-83c3754c-1_1

clcec2c(c1)encc2N3C(=0)[C@@]4(COc5c4cc(cc5)CIINC3=0

RUN2320

-2.36

0.37

-79-
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LON-WEI-4d77710c-59 1

CID:
N
~ SMILES:
HN 0 RUN:
H
DDG (kcal/mol):
& o dDDG (kcal/mol):

LON-WEI-4d77710c-59_1

Cnlcc(c2cceec2c1=0)NC(=0)N(Cc3ccco3)C[C@@H]4CCCO4

RUN251

-2.36

0.13

ALP-POS-477dc5b7-1 1

¢ SMILES:

a\P RUN:
w DDG (kcal/mol):

dDDG (kcal/mol):

CID:

ALP-POS-477dc5b7-1_1

clccc2c(cl)encc2NC(=0)[C@@H]3CCCc4c3cc(ccd)Cl

RUN294

-2.36

0.49

ALP-UNI-b33a865d-1_1

(\ R N
H2N+\) /

N 0 RUN:
N P g

2

SMILES:

DDG (kcal/mol):

H. o dDDG (kcal/mol):

CID:

ALP-UNI-b33a865d-1_1

clcee2c(cl)ence2NC(=0)[C@@H]3CCN(c4c3cc(ce4)Cl)Ce5encnH]5

RUN354

-2.36

0.56

MIC-UNK-cdc2493e-14 1
NN
Z

HN 0 RUN:
fq\‘(m DDG (kcal/mol):
F o 0 dDDG (kcal/mol):

SMILES:

CID:

MIC-UNK-cdc2493e-14_1

clece2e(c1)ence2NC(=0)N(c3ccee(e3)Cl)[C@@HJACC[C@@H](C4)[NH+]5CCCCC5

RUNS54

-2.34

0.26

-80 -
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ALP-POS-a0adabd7-3 2

77 N

N

HN O
H e
.‘\
o] o]
vy
N

Op.

2

N

(0]

N

MIC-UNK-cdc2493e-2_1
77 N

\ N
TV

-,
HN O

DAR-DIA-0d514e7d-4_1
A\
HN “go

W

MAK-UNK-8be7dca9-4 1

Y
=
HN 0 K
/
N N/\)
0

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-a0a4abd7-3 2

Cnlc(=0)c(c[nH]c1=0)NC[C@]2(CCOc3c2cce(c3)CIIC(=0)Nedence5edceees

RUNS3570

-2.34

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-cdc2493e-2_1

clcec2c(cl)encc2NC(=0)N(CC[C@@H]3CCCO3)c4ccec(c4)Cl

RUNS522

-2.33

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-4_1

C[C@H]1COc2c(cc(cc20C3CCCC3)CIC@@H]1C(=0)Nc4cncc5c4ccees

RUNBS8O08

-2.33

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-8be7dca9-4 1

clcc2ence(c2ccIN3CC[NH2+]CC3)NC(=0)[C@ @H]4CCOc5c4cc(cc5)Cl

RUNS02

-2.33

0.22

-81-



sprint-8-2021-05-30-P0157-dimer-neutral-restrained

VLA-UCB-1dbca3b4-18 1
Y

=

MIC-UNK-d36ab305-1_2

NN
=
ERI-UCB-ce40166b-9 1

NN
Z

HN; ;O
O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-1dbca3b4-18_1

clccc2c(cl)ence2N3C(=0)[C@@H](CNC3=0)c4cccc(c4)Cl

RUN174

-2.32

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-29506327-1_1

clcece2ce(cl)encc2N3C(=0)[C@]4(CCOc5c4cc(cc5)CI)NC3=0

RUN1404

-2.32

0.09

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-d36ab305-1_2

CC(=0)Nclccc(cel)[C@H](c2ccee(c2)Cl)C(=0)Ne3ence4c3ceccd

RUN152

-2.32

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ERI-UCB-ce40166b-9_1

clece2ce(cl)encc2CC(=0)Ne3ec(ce(c3)O[C@@H]ACC(=0)N4)C#N

RUN45

-2.31

0.19

-82-
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EDG-MED-90036822-79 1

NN
P

HN O
HO /llo
N
H;
[¢]
OH
HO

ALF-EVA-5b152d2f-6_1

1.

‘;;N
MIC-UNK-cdc2493e-10 4
NN
o

(N./) (0] o

MAT-POS-e9e99895-2_7

NN
P

HN (¢]

OH

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-79_1

Ccle(c(n[nH]1)C(=0)N[C@]2(CCO 1)C(=0)

RUN1776

-2.31

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALF-EVA-5b152d2f-6_1

C[C@H]1CCOc2ccc(cc2[C@@H]1C(=0)Nc3cenccac3cccecd)Cl

RUN2359

-2.31

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-cdc2493e-10_4

CC(=O)N[C@H]1CC[C@H](C1)N(c2ccee(c2)Cl)C(=0)Nc3encc4c3ccecd

RUNS548

-2.30

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-e9e99895-2_7

CC(C)IN@@H+]1CCO[C@H](CT)C(=0)NIC@(C) )CHC(=0
RUN2241

-2.30

0.40

-83-
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MIC-UNK-91acba05-5 2

Y
Z

HN O H~

Z’ZI

. 3}
O/’«\ D.“ NH3;

VLA-UCB-1dbca3b4-3 1

NN
Z

HN o

. L)
\\ o

LEE-CAM-7ab9b158-1 1

K/ N
H ."

ED_-GRI-5b13fbe2-74_1
AN

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-91acba05-5_2

clccc2c(cl)encc2NC(=0)[C@H]3CCNc4c3cc(ccd)Cl

RUN477

-2.30

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-1dbca3b4-3_1

clccc2c(cl)ence2n3c(cn(c3=0)c4cccc(c4)Cl)[O-]

RUN153

-2.29

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LEE-CAM-7ab9b158-1_1

CINH+](C)[C@@H]1COC[C@@H]10C[C@@]2(CCO! 1)C(=0)

RUN2199

-2.28

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ED_-GRI-5b13fbe2-74_1

RUN1631

-2.28

0.43
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DAR-DIA-0d514e7d-31_10
AN
s

ADA-UCB-6c2cbh422-1 1
NN
~Z

HN o

. L)
\\ o

MAK-UNK-c749d764-29 7

NN
Z

HN o
HO H
WN
on © ©

EDJ-MED-ee07cf00-11_4

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-31_10

C[C@H]1CCO[C@@H]2C=CC(=C[C@@HI2[C@H]1C(=0)Nc3encedc3ceeed)Cl

RUN842

-2.28

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ADA-UCB-6c2chb422-1 1

clccc2ce(cl)encc2NC(=0)Cc3cccec(c3)Cl

RUNS3

-2.28

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-29_7

clecc2e(cl)ence2N(C(=0)C[C@@H]3CCC[C@H]([C@H]30)C(F)F)C(=0)ON

RUN1071

-2.28

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee07cf00-11_4

14CCIC@@H](04)C

RUN2828

-2.27

0.18
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PET-UNK-c9c1e0d8-1_1

s

MAK-UNK-f481d203-4_1

o HAO/\/O 7 |N
o N N
o
HN o
HN

JOH-UNI-ea72002d-4_4

OH

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-c9c1e0d8-1_1

clccc2ce(cl)encc2NC(=0)Cce3cccec(c3)Br

RUN119

-2.27

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-8e43a7le-7_2

clece2c(c1)ence2NC(=0)[C@]3(CCOcAc3ce(ccd)CI)CC(=0)NSCCN(CC5)CCCHN

RUN2963

-2.27

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-f481d203-4_1

clcec(ccl)[C@@H](C(=0)Nc2cncc3c2ccce3)[NH3+]

RUN488

-2.27

0.39

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-UNI-ea72002d-4_4

cleec2c(cl)ence2[C@](C(=0)[C@H]3CCOc4c3cc(ce4)Cl)(NSC(=0)C=CC5=0)F

RUN2491

-2.27

0.35

-86 -
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VLA-UCB-1dbca3b4-18 2

(0]

MAK-UNK-ffc90da7-9 2
AN\
Z

HN (@]

DAR-DIA-0d514e7d-32_32

NN
P/

HN O
F H
< N
L d
l,.
O 0]
OH

RAL-THA-8416115c-7_4

Iz

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-1dbca3b4-18_2

clccc2c(cl)encc2N3C(=0)[C@H](CNC3=0)c4ccce(c4)Cl

RUN175

-2.26

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-ffc90da7-9_2

C[C@H1[C@@H](CCO1)SC[C@@HI(C NC(=0)C |

RUN710

-2.26

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-32_32

cleee2e(c1)ence2NC(=0)[C@HIB[C@HIACIC@HIACO[C@HIS[C@HIBC=C(C=C5)CI

RUN882

-2.26

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-8416115c-7_4

clcec2c(cl)encc2NC(=0)[C@H]3CCN(c4c3cc(cc4)Cl)CC(=0)[0-]

RUN1274

-2.26

0.40

-87-
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EDJ-MED-e4b030d8-7 1
Y

Iz
_~
\Z/ZI

EDG-MED-balac7b9-22 2
7 IN
X

HN (@]

D /llu

DAR-DIA-9e4459de-15 6

ADA-UCB-dc2b944c-13 1

AN
Z

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-e4b030d8-7_1

COclcc(cc2c10CC[C@H]2C(=0)Nc3cnccdc3ccccd)Cl

RUN289

-2.25

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-balac7b9-22_2

clece2e(c1)ence2NC(=0)[C@I3(CCOcAc3ec(cod)ClICC(=OINSCebe(ne[nHI)C[C@ @HISC(=ON

RUN2703

-2.25

0.10

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-9e4459de-15_6

(=0)CCC(= (=0)[C@@H]SCCO 6)C) O)NC7=0)0

RUN1448

-2.25

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ADA-UCB-dc2b944c-13_1

C[C@@H]1COc2ccc(cc2[C@H]1C(=0)Nc3cncc4c3ccecd)Cl

RUNG611

-2.25

0.28

-88 -
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EDJ-MED-ee07¢f00-3 1
7 IN
NS
WS u
ALP-POS-fe871b40-14 1

o

H
i
o
o
5N
o
NH
cm
o
HN
N

HN 'o

84

PET-UNK-431b3bfb-1_1

J@:)N
=
F

HN 0

(0]

LON-WEI-4d77710c-42_1

I\N
Z

HN O
¥

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee07cf00-3_1

Cnlc2c(cn1)c(=0)n(cn2)CC(=O)N[C H 1)C(=0;

RUN2805

-2.25

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-fe871b40-14 1

clcecc2c(cl)ence2NC(=0)[C@@H]3CC(=0)Nc4c3cc(cn4)Cl

RUN3133

-2.25

0.49

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-431b3bfb-1_1

clccc2c(cl)encc2N3CCO[C@H](C3=0)c4cccc(c4)Cl

RUN271

-2.25

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-4d77710c-42_1

CC(C)Cnlcc(c2cecec2c1=0)NC(=0)N[C@@H]3CCCc4c3ccecd

RUN229

-2.24

0.22

-89 -
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MAK-UNK-c749d764-22_3

NN
s

HN e]

q

N

LON-WEI-4d77710c-31_1

DAR-DIA-5ff57136-15_1

Y
/
OY\/N ©
o= =0
o
(@]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-22_3

C[C@@H](C[NH2+]C[C@H]1CCCO1)[C L 1)C(=0;

RUN1024

-2.24

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-4d77710c-31_1

Cnlcc(c2cceec2c1=0)NC(=0O)NCCc3ccsc3

RUN212

-2.23

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-670ad2ee-1_2

CO[C@]1(C[N@](Cc2clce(c(c2)Cl)CI)S(=0)(=0)C)C(=0)Nc3cncc4c3ceecd

RUN3860

-2.22

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-5ff57136-15_1

C#CC1(CC1)N(c2ence3c2cece3)C(=0)[C@@H]4CCOc5c4cc(cc5)Cl

RUN1384

-2.21

0.45

-90 -
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VLA-UCB-34f3ed0c-14 1
NN
Z

HN O
HO 144 H
N
F
O O

ALP-POS-5bb456a5-2_5

NN
T

HN o

Lok
VLA-UCB-50c39ae8-9 1

o o
H
i
o N
© HN
o

1
N

PET-UNK-824b5c6a-1 1
7 N

N

HN O
3 H
- N
L d
M !
OH

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-34f3edOc-14_1

cleec2c(c1)ence2N3C(=0)[C@@]4(CCOc5c4cc(ce5)CI)N(C3=0)CC6CCCCCE

RUNG36

-2.21

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-5bb456a5-2_5

RUN2426

-2.21

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-50c39ae8-9_1

clcee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc40[C@@H]5CC(=0)N5)CI)CCC6CCCCCE

RUN395

-2.20

0.59

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-824b5c6a-1_1

CCO[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3cnccdc3ceccd

RUN3287

-2.20

0.15

-91-
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KAD-UNI-8a629¢ch0-10 1

AN
g

HN o

[¢]
o
OlN/
I

ALP-UNI-0676e700-27_1

n

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

KAD-UNI-8a629cb0-10_1

RUN2090

-2.20

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-0676e700-27_1

clcce2e(cl)encc2NC(=0)[C@ @]3(CCOc4c3cc(ced)Cl)CNC(=0)c5ec6enenbe(=0)[nH]5

RUN2475

-2.20

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-ecdbc7dd-4_1

clecc2ce(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)C[NH+]5CCC5

RUN2881

-2.20

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-balac7b9-14_4

C[N@]1CCN(C[C@H]1C#N)C(=0)C[C@@]2(CCO 1)C(=O;

RUN2669

-2.19

0.56

-92-
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ALP-UNI-3496895b-15 6

ALF-EVA-650655fc-3_2
7 SN

N

HN (©]
H
N
N
/- )‘lh
O

EDG-MED-90036822-30_1

Y
~Z
HN O
/
N
/ \\~ /llu
N

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-3496895b-15_ 6

1CCEOIN( {I5CIC@HI(CE)C(=OIN

RUN2535

-2.19

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALF-EVA-650655fc-3_2

clcee2e(c1)ence2NC(=0)N(CCC3CCCC3)c4cc(cc(c4)Cl)O[C@H]5CC(=0)NS

RUN2856

-2.19

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-30_1

cleec2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)ClINC(=0)C(CNC5COCS)(F)F

RUN1706

-2.18

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-0a05c952-1_3

clecc2c(cl)ence2N3[C@@H](C[C@H](C3=0)c4ccec(c4)Cl)[C@@H]5CO5

RUN3498

-2.18

0.20

-93-



sprint-8-2021-05-30-P0157-dimer-neutral-restrained

JAG-UCB-706446eb-6_1

AN
Z
RAL-THA-05e671eb-36_2
N
e
MAT-P0OS-2492181e-8 1

NN
Z
HN o
0

/iﬂl“

KAD-UNI-8a629ch0-44 1

N
5

HN

(¢}
(e}
o
)‘0
N*
H,

9NHI

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JAG-UCB-706446€eb-6_1

clccc2e(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)CC(=0)Ne5cen[nH]5

RUNG618

-2.18

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-05e671eb-36_2

clcecc2ce(cl)encc2NC(=0)[C@H]3CCOc4c3c(cccd)CHN

RUN2077

-2.18

0.43

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-2492181e-8 1

CC1CCN(CC1)c2cec(cc2)NC(=0)Ne3en(c(=0)cdc3ceccd)CC(C)C

RUNO98

-2.18

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

KAD-UNI-8a629cb0-44 1

CS(=0)(=0)[N@@]1CC[C@@H](C1)OCCIC@]2(CCOC3c2cc(ce3)Cl)C(=0)Nedence5eaceees

RUN2129

-2.18

0.44

-94 -
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MAK-UNK-ffc90da7-4 2

AN
Z

HN; ;O
O
F

MIC-UNK-cdc2493e-21 2

Y
A
HN o
F H
b\e\«o K
OH

EDJ-MED-50011917-1_1

NN
P
HN o
o
F F
OH

ALP-POS-ce760d3f-5 1

&

o
o
O :
E

8

HN

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-ffc90da7-4_2

C[C@H](C[NH2+]C[C@@H]1CCCO1)[C L 1)C(=0;

RUNG94

-2.17

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-cdc2493e-21_2

CC(=0)N(C)[C@H]ICCIC@@HI(CL] )C(=0]

RUNS68

-2.17

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-50011917-1_1

clccc2c(cl)encc2NC(=0)Ce3cec(ce(c3)Cl)C[C@@H]4CC(=0)N4

RUN370

-2.17

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ce760d3f-5_1

clcc2ence(c2cclF)NC(=0)C3=CCOc4c3cc(ccd)Cl

RUN1459

-2.17

0.37
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ALP-POS-966f8da6-1_3

CID: ALP-POS-966f8da6-1_3
ANV
/

SMILES:

clcee2c(cl)ence2NC(=0)[C@@H]3CCN(c4c3cc(cc4)Cl)Ce5enclnH]

HN 0 RUN: RUN1220

o H DDG (kcal/mol): -2.17
HZN»\Q\ o/\( dDDG (kcal/mol):
(0] (0]

0.30
DAR'DIA'f6e97aeb'5_4 CID: DAR-DIA-f6ee7aeb-5_4
7 |N
\ SM I L ES CCCOclee(ce(cl)CHC@H]2CC(=0)N(C[C@H]2¢3c[nH]c(=0)[nH]c3=0)c4cnccScdccees
RUN: RUN3418
(HH DDG (kcal/mol): -2.17
F dDDG (kcal/mol): 0.19
MAT-POS b5746674 106—2 CID: MAT-POS-b5746674-106_2
NN
/ SM I L ES [C@H](c1lcencc1)N(CCCOC)C(=0)Nec2en(c(=0)c3c2cece3)CC(C)C
HN (0]
N RUN: RUN87
DDG (kcal/mol): -2.17
o)
/o dDDG (kcal/mol):

0.14

RAL-THA-4aa06b95-6 2

CID: RAL-THA-4aa06b95-6_2
Y
Z SMILES: clece2c(cL)encc2NC(=0)[C@HIBCCN(c4c3cc(ced)CI)CCO
N

HN O

H

N

HN i
o “(
(0]

7\
—

RUN: RUN1241

DDG (kcal/mol): -2.16

o dDDG (kcal/mol):

0.27

-96 -



sprint-8-2021-05-30-P0157-dimer-neutral-restrained

MIC-UNK-50cce87d-3 1
Y
=

HN; ;O
O

MIC-UNK-5a93dd5f-9 3
Y
Z

E

Ld

-

-
OH

MAK-UNK-c749d764-2_5

2

N\
O‘o

MIC-UNK-5a93dd5f-5 3

NN
Z
HN o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-50cce87d-3_1

Cclcccc2clce(enc2)NC(=0)Cc3ccec(c3)Cl

RUNG662

-2.16

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-5a93dd5f-9_3

CN(C)[C@@H]1CCIN@H+](C1)[C L 1)C(=0;

RUN780

-2.16

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-2_5

CC[C@@H]1CCC[C@@H]([C@H]10)CC(=0)Nc2cnec3c2ceec3

RUN901

-2.16

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-5a93dd5f-5_3

CC(=0)N[C@@H]1CCIN@H+](C1)[CR@* )CHC(=0

RUN760

-2.16

0.20

-97-
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MAK-UNK-c749d764-1 8

Y
P

H
N
(<L
o

,N
‘g

DAR-DIA-0d514e7d-31_13

NN
Z

HN (©]

(6]

KAD-UNI-b13decd3-8_1

77 SN

N

&

4\,

ADA-UCB-dc2b944c-8 1

AN
Z

Z oy

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-1_8

clcec2c(cl)encc2NC(=0)C[C@H]3CCC[C@H]([C@H]30)C4CC4

RUNB896

-2.15

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-31_13

C[C@@H]1CCO[C@@H]2C=CC(=C[C@H]2[C@H]1C(=O)Nc3cnccdc3ccced)Cl

RUNB846

-2.15

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

KAD-UNI-b13decd3-8_1

COC(=0)CCclc(conl)C[NH2+]C[C@]2(CCOX 1)C(=0;

RUN3790

-2.14

0.11

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ADA-UCB-dc2b944c-8 1

clcc2c(cncc2NC(=0)[C@@H]3CCOc4c3cc(cc4)Clyc(c1)Cl

RUNG06

-2.14

0.25
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DAR-DIA-0d514e7d-32_2

Z SMILES:
RUN:

DDG (kcal/mol):

CID:

DAR-DIA-0d514e7d-32_2

clece2c(c1)ence2NC(=0)[C@HI3[C@@HI4CIC@@H|4CO[C@@H]S[C@@H]3C=C(C=C5)CI

RUNS851

-2.14

0.19

4\,(\“‘ dDDG (kcal/mol):
ALP-POS-75715966-2_1 o
Y
— SMILES:
HN 0 RUN:

DDG (kcal/mol):

o F dDDG (kcal/mol):

ALP-POS-75715966-2_1

CN(C)clcec(ccl)N(Ce2ecee(c2)Cl)C(=0)Cc3cncc4c3cececd

RUN1490

-2.14

0.20

MIC-UNK-cdc2493e-17 1

CID:
NH,
Y / Qo SMILES:
NH*
()
HN RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

(e} HN*
(@)
(0]

MIC-UNK-cdc2493e-17_1

CC(=0)N1CCC(CC1)N(c2ccec(c2)Cl)C(=0)Ne3cnccdc3ceccd

RUNS564

-2.13

0.36

DAR-DIA-0d514e7d-31 7
AN\
@ SMILES:
HN © RUN:
(0]
\
o5

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

DAR-DIA-0d514e7d-31_7

C[C@@H]1CCO[C@H]2C=CC(=C[C@H]2[C@@H]1C(=0)Nc3cnccdc3ceeed)Cl

RUNB840

-2.13

0.22

-99 -



sprint-8-2021-05-30-P0157-dimer-neutral-restrained

EDJ-MED-e4b030d8-11 1

NN
o)
[\ ./
PR
HN 0
o)

ALP-UNI-dbbfd3db-16_1
7 N

NS

HN O

-0
\\/llu

NAU-LAT-2fed8305-4_2
Y
Z

1

ALP-UNI-8e43ar7le-7_1
7 IN
\

N o
H,
o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-e4b030d8-11_1

C[C@H]1COc2ccc(cc2[C@@H]1C(=0)Nc3cncc4c3ccec4)Cl

RUN295

-2.13

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-dbbfd3db-16_1

Cnlc2c(en1)e(=0)n(cn2)CC(=0)N[C@]3(CCOcAc3ce(ced)Cl)C(=0)Neencebeseeees

RUN2785

-2.12

0.12

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

NAU-LAT-2fed8305-4_2

clccc2c(cl)encc2NC(=0)C[N@H+]3CCC=C(C3)F

RUN1110

-2.12

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-8e43a7le-7_1

cleec2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CC(=0)NSCCN(CC5)CCCHN

RUN2964

-2.12

0.18
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FRA-DIA-b66f7109-4 2

Y

HN 0 N

EDG-MED-balac7b9-12_ 3

N
5

HN (¢}

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

FRA-DIA-b66f7109-4_2

clcec2c(cl)ence2NC(=0)[C@H]3CCNc4c3cc(cc4Cl)O[C@H]5CC(=0)N5

RUN400

-2.12

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-d203f206-30_1

clecc2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)CC(=0)NSCCCC[C@@H]SC(=0)N

RUN2590

-2.12

0.42

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-13_1

clece2c(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)NC(=0)CO

RUN1670

-2.12

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-balac7b9-12_3

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CC(=0)NSCCC[C@H]5c6n[n-]nn6

RUN2660

-2.12

0.46
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GIA-UNK-80c9bc96-1_1

NN
Z

HN O
HO
N* looo
H N
(0] (0]

PET-UNK-c5865d42-1 1

Y
~Z
HN O
«\OH

DAR-DIA-9e4459de-11_14

Y
ve
%

MAT-POS-4223bc15-29 4

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

GIA-UNK-80c9bc96-1_1

clccc2ce(cl)encc2N3CC[C@@H](C3=0)c4ccec(c4)Cl

RUN1101

-2.11

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-c5865d42-1_1

clece2c(cl)encc2NC(=0)Ce3cec(ce(c3)Cl)C[C@@H]4CC[NH2+]4

RUN423

-2.11

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-9e4459de-11_14

RUN1422

-2.11

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-4223bc15-29 4

CNC(=0)NS(=0)(=0)IN@]1C @H](C1)C(=0;

RUN4132

-2.11

0.17
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MAT-POS-dd3ad2b5-2_2

7 N

N\ I HO
0
2N
o)

HN

NIR-THE-2069301b-1_2

I o\
N
HN o} %
o
o
o

MAT-POS-1f3f1a6f-3_2

NN
e

HN (¢}

&

o

MAT-POS-b5746674-101_1

WIN
s

HN (¢]

(6]
b,
N** !
H.

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-dd3ad2b5-2_2

CC(=0)N1Cc2ccc(cc2[C@H](C1)C(=0O)Nc3cnccdc3ceccd)Cl

RUN3534

-2.11

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

NIR-THE-2069301b-1_2

C=C(C(=0)N(clcncc2clcecc2)C(=0)[C@H]3COc4c3cc(cc4)Cl)F

RUNS3321

-2.11

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-1f3f1a6f-3_2

CC(=O)N[C@H](clcce(c(c1)Cl)Cl)C(=0)Nc2encec3c2ccce3

RUN2282

-2.11

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-b5746674-101_1

CC(C)Cnlcc(c2cccec2c1=0)NC(=0)N3CC[C@@H](C3)c4cccecd

RUNT77

-2.11

0.47
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DAR-DIA-6a508060-11_3

©:)N
Z %
HN/T\ /\‘
\ k/ NH3
HN O/’/N

o

ALP-POS-477dc5b7-1 2

o o
H
i
o N
© HN
o

1
N

LON-WEI-adc59df6-52 1

NN
Z

HN o

MIC-UNK-0a05¢c952-1 6
7 IN
N

HN (@)
‘\OH
<
H
MN
F
(0] O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-6a508060-11_3

clcece2c(cl)encc2NC(=0)C3CC(C3)[C@@H]4C[C@H]4CI

RUN352

-2.10

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-477dc5b7-1_2

clccc2c(cl)encc2NC(=0)[C@H]3CCCc4c3cc(ccd)Cl

RUN296

-2.10

0.48

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-adc59df6-52_1

CC(C)(C)clcec(cc)N([C@@H](c2ence3c2ccce3)C(=0)NC(C)(C)C)C(=0)C=C

RUN4

-2.10

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-0a05c952-1_6

clecc2c(cl)cnce2N3[C@H](C[C@@H](C3=0)c4ccec(c4)Cl)[C@H]5CO5

RUN3502

-2.09

0.19
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DAR-DIA-0d514e7d-13 1
NN
~Z

HN o

(0]

ED_-GRI-5b13fbe2-36_1

o

NN
P/
HN 0
N,
=4
o) [

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-13_1

C[C@H]1COc2c(cc(cc2[C@@H]1C(=0)Nc3cence4c3ccceed)Cl)c5eec(cec5)F

RUNB815

-2.09

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ED_-GRI-5b13fbe2-36_1

RUN1569

-2.09

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-e9e99895-6_1

C[C@@](c1cee(c(c1)CI)CI)(C(=0)Ne2enee3c2ecce3)NC(=0)CNACCN(C4=0)C5CCs

RUN2256

-2.09

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-23e5a6a0-10_2

clcee2c(c1)encec2NC(=0)[C@@H]3CCOc4c3cc(cc4C[C@H]5CCE(INH2+]5)CC6)Cl

RUN421

-2.09

0.33
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MIC-UNK-50cce87d-8 1
Y
=

HN (0]

O F

DAR-DIA-0d514e7d-32_15
NN
~ ~Z

HN O

MIC-UNK-50cce87d-5 1
Y

P
—
HN 0 \ !\,
k l
NH3
o
o)

RAL-THA-e002e396-10 2

77 SN

HO

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-50cce87d-8_1

COclccec2cle(cnc2)N3CC[C@@H](C3=0)c4ccec(c4)Cl

RUNG671

-2.08

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-32_15

clece2c(c1)ence2NC(=0)[C@@HI[C@HIACIC@HI4CO[C@HIS[C@@HI3C=C(C=C5)CI

RUNB864

-2.08

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-50cce87d-5_1

clcc(ce(cl)Cl)[C@@H]2CCN(C2=0)c3cncc4c3c(cecd)F

RUNG663

-2.08

0.38

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-e002e396-10_2

clcee2e(c1)ence2NC(=0)[C@]3(CCOc4c3cc(ccd)Cl)CS(=0)(=0)NSCC[NH2+]CC5

RUN3473

-2.08

0.18
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MIC-UNK-91acba05-6 1
Y

Z F
o T

ALP-POS-477dc5b7-3 2
NN
~Z

HN; ;O
O

KAD-UNI-82629ch0-7_1

EDJ-MED-9e38fd34-6_1

NN
5
HN o

o

(0]

L

/

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-91acba05-6_1

CN1CC[C@@H](c2clccc(c2)Cl)C(=0)Nc3cncc4c3ceecsd

RUN478

-2.08

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-477dc5b7-3_2

clece2c(cl)ence2NC(=0)[C@]3(CCOc4c3cec(cc4)Cl)CCC5CC5

RUN307

-2.08

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

KAD-UNI-8a629cb0-7_1

RUN2084

-2.07

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-9e38{d34-6_1

C[C@@]1(c2cc(c(cc2NC1=0)CI)Cl)C(=0)Nc3cnccdc3ceecd

RUN2352

-2.07

0.31
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DAR-DIA-6a508060-8 1

Y

HN O N e

NH3;

MAK-UNK-c749d764-18 4

NN
Z

HN O
H
N* \
H
""CHN
—
N
O (0]

ED_-GRI-5b13fbe2-49 1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-6a508060-8_1

clccec2c(cl)ecncc2NC(=0)[C@@H]3CCOc4c3cc(cc4)C5CC5

RUN344

-2.07

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-18_4

CC(C)SCN(clencc2clecec2)C(=0)C[C@H]3CCC[C@H]([C@@H]30)C(F)F

RUN993

-2.07

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ED_-GRI-5b13fbe2-49 1

RUN1593

-2.07

0.39

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-3496895b-9_1

RUN2522

-2.06

0.30
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MAK-UNK-ffc90da7-3_1

Y
Z HO
HN

LON-WEI-4d77710c-53_2

NN
Z
HN 0
0

DAR-DIA-0587064e-24 2

“Q

HN O N
O
(0]

EDG-MED-balac7bh9-14 1

N
5

HN o
o
o
OlNG
Ké 30
)

[e]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-ffc90da7-3_1

CC(C)OC[C@@H](c1cec2e(cl)encc2NC(=0)Ce3ccec(c3)Cl)[NH2+]C

RUNG95

-2.06

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-4d77710c-53_2

CC(C)Cnlcc(c2ccecec2c1=0)NC(=0)N3CCC[N@H+](C3)CcacceccdF

RUN245

-2.06

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0587064e-24_2

clecc2ce(cl)ence2NC(=0)[C@H]3CCOc4c3cc(cc40Cc5cce(cec5ClF)CI

RUN3386

-2.06

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-balac7b9-14_1

CIN@@]1CCN(CIC@@H]1C#N)C(=0)CIC@@]2(CCOc3c2ce(ce3)CC(=0)Nedencesedccces

RUN2666

-2.06

0.39
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ALP-POS-696356e4-1_1

MAK-UNK-c749d764-24 4

NN
P

HN

q

N

MAT-POS-3b92565d-9 1

NN
Z

HN

//".

HaN*

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-696356e4-1_1

clcc2ence(c2cclF)NC(=0)[C@@H]3CCOc4c3cc(ccd)Cl

RUN1314

-2.05

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-24_4

CCN(clencc2cleccc2)C(=0)C[C@H]3CCC[C@H]([C@@H]30)C(F)F

RUN1033

-2.05

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-932d1078-1_4

RUN3589

-2.05

0.10

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-3b92565d-9_1

Cnlcc(c2cceec2c1=0)NC(=0)Cc3cc(cc(c3)Cl)O[C@@H]4CC(=0)N4

RUN118

-2.05

0.24
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EDJ-MED-d203f206-6_1

7 N
g

HN e}

.\

MAT-POS-1f3f1a6f-5_2

NN
T

HN o

o
HO: 1
E

DAR-DIA-23e5a6a0-4_2

=3

MIC-UNK-9582b2¢5-1 2

NN
Z

HN

\O

\\/llu

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-d203f206-6_1

1ece2e(c1)ence2NC(=0)[CO @]3(CCOeac3ce(ced)ClICC(=0)NSCIC@HIECS(=0)(=0)CIC@I(CH)CHN

RUN2568

-2.04

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-1f3f1a6f-5_2

clccc2c(cl)ence2n3c(c([nH]c3=0)c4cce(c(c4)Cl)CI)[O-]

RUN2280

-2.04

0.46

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-23e5a6a0-4_2

clcee2e(c1)ence2NC(=0)[C@@H]3CCOc4c3cc(cc40[C@H]5CCH(CCE)C[NH2+]5)Cl

RUN408

-2.03

0.55

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-9582b2c5-1_2

CC(=0O)N1CC[C@H]2[C@@H](C1)CN(C(=0)[C@@H]2c3ccce(c3)Cl)c4ence5edceees

RUN253

-2.03

0.29
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LON-WEI-4d77710c-45 1

F

NN
b
F

HN

DAR-DIA-9e4459de-15 9

MAK-UNK-c749d764-12_7

)

N\
O‘&

CID: LON-WEI-4d77710c-45_1

SMILES: Cnlec(c2ccocc2c1=0)NC(=0)N3CCN(CC3)C(=0)cacccod
RUN: RUN235
DDG (kcal/mol): -2.03
dDDG (kcal/mol): 0.21
CID: DAR-DIA-9e4459de-15_9
SMILES: e S
RUN: RUN1449
DDG (kcal/mol): -2.03
dDDG (kcal/mol): 0.32
CID: MAK-UNK-c749d764-12_7
SMILES: clece2e(c1)ence2NC(=0)C[C@@H]3CCCIC@H](C@HI30)C
RUN: RUN956
DDG (kcal/mol): -2.03
dDDG (kcal/mol): 0.39
CID: MIC-UNK-5a93dd5f-12_6
SMILES: cLece2e(eeneeaNCIOJC@HISecee(cICHNG@HOCIC@HICANHHECO0CCS
RUN: RUN795
DDG (kcal/mol): -2.03
dDDG (kcal/mol): 0.35
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MIC-UNK-5a93dd5f-12_8

AN
~

MAT-POS-3b92565d-2_1

NN
Z

HN O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-5a93dd5f-12_8

clece2c(c1)ence2NC(=0)[C@H](c3ccee(c3)Cl)N@IACCIC@H](C4)INH+5CCCCCs

RUN798

-2.02

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-3b92565d-2_1

COclcc(ce(cl)ClCC(=0)Nc2ence3c2ceec3

RUN109

-2.02

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-5ff57136-2_1

C[C@H]1COc2ccc(cc2[C@@H]1C(=0)N(c3cncc4c3ccec4)C(=0)C=C)Cl

RUN1373

-2.02

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-5e7d1b3e-29 1

CCOC(=0)Cclcsc(n1)NC(=0)Nc2en(c(=0)c3c2cccc3)CC(C)C

RUN1340

-2.01

0.35
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MAK-UNK-919546f0-2_1

o o
H
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o N
© HN
o

1
N

NIR-WEI-f9286bb6-4 1

N
P

MAK-UNK-8be7dca9-5 1

I ANY
Z
HN o

(0]

DAR-DIA-23e5a6a0-3 2

e

Y
P/
HN 0 OH
o/’/
0

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-919546f0-2_1

clcec(ccl)[C@@H](C(=0)Nc2cncc3c2ccce3)[NH3+]

RUN481

-2.01

0.54

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

NIR-WEI-f9286bb6-4_1

CC(C)(C)NC(=0)[C@@H](c1cncc2elceecc2)N(Ce3ceeece3Cl)C(=0)C=C

RUN138

-2.01

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-8be7dca9-5 1

clcc2c(cc1C[NH3+])cncc2NC(=0)[C@@H]3CCOc4c3cc(cc4)Cl

RUN499

-2.01

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-23e5a6a0-3_2

clccc2c(c1)encec2NC(=0)[C@@H]3CCOc4c3cc(cc40[C@H]5CCH([NH2+]5)COCE)Cl

RUN406

-2.01

0.23
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MAT-POS-e9e99895-8 3

N
5

SN

FRA-DIA-13af2da5-1 1

ANV
Z
HN (o] N~
%
o

ED_-GRI-5b13fbe2-3 2
|

0
Y
~, ~Z
HN 0
o

MAR-UCB-6ab2ec87-2_1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-e9e99895-8 3

Celne2n(n1)CIC@@HI(CC2)C(=0NIC@](C )CHC(=0)

RUN2255

-2.01

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

FRA-DIA-13af2da5-1_1

CN(C)clcee(ccl)N(c2ceee(c2)Cl)C(=0)Nc3cnccdc3cececd

RUN467

-2.01

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ED_-GRI-5b13fbe2-3 2

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)OC[C@H](c5n[n-JnnS)[NH3+]

RUN1524

-2.01

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAR-UCB-6ab2ec87-2_1

C[C@@H]1[C@H](c2cc(ccc2N1)Cl)C(=0)Nc3cnce4c3cececd

RUN3022

-2.01

0.25
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KAD-UNI-8a629cb0-33 1

KAD-UNI-877d7bed-17_1

7
NS

N//Q*( ! )j
\H (0] (0]

EDG-MED-balac7b9-13_1

N

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

KAD-UNI-8a629cb0-33_1

CC[C@H](C[NH+]1CCN(CC1)C(=0)C[C@]2(CCO 1)C(=0; o]

RUN2120

-2.01

0.42

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

KAD-UNI-877d7bed-17_1

clece2c(e1)ence2NC(=0)[C@@HIBCCOc4c3ec(cc40OCC(=0)NC5(CCT5)CHN)CI

RUN3763

-2.01

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-balac7b9-13_1

RUN2661

-2.01

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-5bb456a5-1_7

RUN2412

-2.01

0.33
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MAT-POS-b5746674-108 4
ANV
Z

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

MAT-POS-b5746674-108_4

Cclcec(ccl)CIN@H+]2CC[C@H](C2)CNC(=0)Nc3en(c(=0)c4c3cecccd)CC(C)C

RUN95

-2.00

0.16

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

EDJ-MED-d203f206-2_1

clceec2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)CC(=0)Ne5ncon5

RUN2563

-2.00

0.54

DAR-DIA-Ocdel4eb-48 1

NN
Z
H o

N
ottt
(0]

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

DAR-DIA-Ocdel4eb-48_1

clccc2c(cl)encc2NC(=0)Ce3ccec(c3)C4(CC4A)F

RUN12

-2.00

0.21

LAU-MED-88a3970a-13 1

CID:
7 |N
N SMILES:
HN (¢}
RUN:
04 /".0..
AR DDG (kcal/mol):

dDDG (kcal/mol):

LAU-MED-88a3970a-13_1

COCCCclcc(cc2c10OCC[C@H]2C(=0)Nc3cnccac3ccccd)Cl

RUN1509

-2.00

0.40
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MIC-UNK-5a93dd5f-6_2
NN
Z

HN O

Ir=z
—
\=

ANV
~
)

Y

JAG-UCB-706446eb-5 1
NN
y/

HN 0
F H
N
— NH+
\ F o) o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-5a93dd5f-6_2

CC(=0)N(C)C1CC[NH+](CC1)[C@H](c2ccee(c2)Cl)C(=0)Ne3enccdc3ccecd

RUN767

-2.00

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-8be7dca9-3 4

clecc2c(cl)ence2NC(=0)[C@H]3c4cc(ccc4OC[C@H]3C[NH3+])CI

RUN498

-1.99

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-14 1

CIC@H]1CO @@H]1C(=0,

RUN817

-1.99

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JAG-UCB-706446eb-5_1

COCCN([C@@H]1CCCOC1)C(=0)CIC@]2(CCOe3c2cc(ced)ClC(=0)Nedencesedccces

RUNG623

-1.99

0.28

- 118 -



sprint-8-2021-05-30-P0157-dimer-neutral-restrained

MAK-UNK-8be7dca9-3 3

Iz

MAT-POS-4211dce8-1_1

NN
g

HN o

ALP-UNI-8e43a7l1le-2_11

cm
o
HN
N
HN g0 O
;o; a

DAR-DIA-5ff57136-1_1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-8be7dca9-3_3

clecc2c(cl)ence2NC(=0)[C@@H]3c4cc(ccc4OC[C@H]3C[NH3+])CI

RUN497

-1.98

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-4211dce8-1_1

Cnlcc(c2cceec2c1=0)NC(=0)Cc3ccec(c3)Cl

RUN180

-1.98

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-8e43a7le-2_11

4c300(cod)CI)CC(

RUN2934

-1.98

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-5ff57136-1_1

C[C@@H]1COc2ccc(cc2[C@@H]1C(=0)N(c3cnccac3ceccd)C(=0)C=C)Cl

RUN1371

-1.98

0.22
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NAU-LAT-0543f7f2-9 1

NN
P/

HN 0
F H
< N
L d
v,,
° o o)
-
OH

MIC-UNK-91acba05-2 1
Y
=

F
d
-
-

DAR-DIA-9e4459de-15 8

A\
0 —
yN
HN &
\) (0]

W

MAT-POS-5d65ec79-1_1

N
5

HN (e}

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

NAU-LAT-0543f7f2-9_1

CC(=0)NCCOclcc(ce(cl)Cl)CC(=0)Nc2ence3c2ceec3

RUNG56

-1.98

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-91acba05-2_1

CNI1C[C@@H](c2cc(ccc2C1=0)Cl)C(=0O)Nc3cncc4c3ccecsd

RUN469

-1.97

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-9e4459de-15_8

(=0)CCC(= (=0)[C@@H]SCCO 6)C) O)NC7=0)0

RUN1445

-1.97

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-5d65ec79-1_1

CN(C)C(=0)C[C@@]1(CCOc2clce(cc2)Cl)C(=0)Nec3encedc3ccecd

RUN2080

-1.97

0.41
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MAK-UNK-c749d764-16_16

NN
Z

HN O

\
- -
O= \
N loe,
-
N N
O O

VLA-UCB-50c39ae8-6 1

ANY
Z
HN O
° oé\o

@

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-16_16

C[C@H](N(clcncec2elecec2)C(=0)C[C@H]3CCC[C@H]([C@H]30)C(F)F)O

RUN989

-1.97

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-50c39ae8-6_1

clecc2ce(cl)ence2N(C(=0)CCl)C(=0)[C@@H]3CCOc4c3cc(ccd)Cl

RUN385

-1.97

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-f9802937-7_1

COclccc2encc(c2c1)NC(=0)[C@@H]3CCOc4c3cc(cc4)Cl

RUN2398

-1.97

0.42

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

BAR-COM-0f94fc3d-47_1

Cclccec2c(cl)c(co2)CC(=0)Nc3cncc4c3ceccsd

RUN8

-1.96

0.18
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MIC-UNK-5a93dd5f-3 15
ANV
Z

HN (@)
‘\OH
<
H
MN
F
(0] (@)

VLA-UCB-50c39ae8-8 1
NN
Z

HN -

Z’ZI

O
O

VLA-UCB-05e51b3f-10 1

NN
Z

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-5a93dd5f-3_15

cleec2c(cl)ence2NC(=0)[C@@H](c3ccec(c3)Cl)[N@H+]4CC[C@H]5CCCC[C@H]5C4

RUN755

-1.96

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-50c39ae8-8_1

clcee2e(c1)ence2NC(=0)[C@@H]3CCOc4c3cc(cc40[C@@H]5CC(=0)N5)Cl

RUN388

-1.96

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-5bb456a5-1_10

RUN2416

-1.95

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-05e51b3f-10_1

C=CC(=0)N(clcncc2clecec2)C(=0)[C@H]3CCOc4c3cc(ccd)Cl

RUN318

-1.95

0.21
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MAT-POS-4223bc15-11 16

C@L;

OYN

ALP-UNI-dbbfd3db-4_1

7 IN
N
NH ;

Y O~

EDJ-MED-009f762b-5 2

I Y
P
HN o
H
N
HN By © ©
\1\14'\‘

BEN-BAS-c2bc0d80-6_1

AN
2

SNl
o

g

4

HN

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-4223bc15-11_16

CIC@HJLCCIN@](C1)S(=0)(=0)[N@]2C @H)(C2)C(=0 |

RUN4043

-1.95

0.13

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-dbbfd3db-4_1

Cc1nc2n(n1)C[C@@H](CC2)C(=0)N[C@]3(CCOc4c3cc(ccd)Cl)C(=0)Ne5enceéesecect

RUN2767

-1.95

0.13

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-009f762b-5_2

CN(C)C(=0)CIN@H+]1C @@H](C1)C(=0; )F)CI

RUN3915

-1.95

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

BEN-BAS-c2bc0d80-6_1

clcce2c(cl)encc2N3C(=0)C[C@@]4(C3=0)CCOc5c4cc(ccs)Cl

RUN1137

-1.95

0.22
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RAL-THA-1d44ff04-13 1
AN
Z K

HN
%

Z’ZI

LON-WEI-4d77710c-30_1

F

Y
b

HN (0]

DAR-DIA-Ocdel4eb-52 1
Y
s

HN O

O

~

LON-WEI-5e7d1b3e-6_1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-1d44ff04-13 1

clccc2ce(cl)encc2NC(=0)Cce3cc(cc(c3)Cl)C(=0)NO

RUN448

-1.95

0.48

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-4d77710c-30_1

CC(C)Cnlcc(c2cceecc2c1=0)NC(=0)Nc3ncdcccccds3

RUN213

-1.95

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-Ocdel4eb-52_1

clccc2c(cl)encc2NC(=0O)Nce3ccec(c3)C4(CC4A)F

RUN18

-1.95

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-5e7d1b3e-6_1

CC(=0)clccce(cl)NC(=0)Nc2en(c(=0)c3c2cccc3)C

RUN1312

-1.94

0.26
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ED_-GRI-5b13fbe2-58 1

N
S SMILES:

HN O

H e
\N
)
o] o]
N
>

S dDDG (kcal/mol):

(0]

RUN:

()

DDG (kcal/mol):

o

)

N

CID:

ED_-GRI-5b13fbe2-58_1

cleec2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)OCCnScc(nn5)[C@@H]6CCCINH2+16

RUN1605

-1.94

0.41

DAR-DIA-Ocdel4eb-53 1
NN
~Z

HN; ;O
O

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

DAR-DIA-Ocdel4eb-53_1

clccc2ce(cl)encc2NC(=0)Ne3ccec(c3)C4(CCa)l

RUN20

-1.94

0.21

VLA-UCB-1dbca3b4-6 1

NN
5

HN o
;o; ;
H
4, :N‘

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

VLA-UCB-1dbca3b4-6_1

clccc2c(cl)ence2n3c(ce(c30)c4ccec(c4)Cl)O

RUN156

-1.94

0.40

MAK-UNK-ffc90da7-2_3

AN
P SMILES:

Nz RUN:
(@]

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

MAK-UNK-ffc90da7-2_3

clcec2ce(cl)ence2NC(=0)C[C@@H]3CCC[C@H]([C@@H]30)CI

RUNG83

-1.94

0.19
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MAK-UNK-c749d764-5_8

NN
P
HN O
F H
N

\)
&
) OH

MAR-TRE-04c86cea-39 1
NN
=z

HN (@]

D /llu

EDJ-MED-6d9ff7d0-7_1
7 N

N

HN O
F H
N
O 0]
OH

EDG-MED-balac7b9-14 7

e

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-5_8

clcec2c(cl)ence2N(CO)C(=0)C[C@H]3CCC[C@H]([C@H]30)C(F)F

RUN928

-1.94

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAR-TRE-04c86cea-39 1

COclcccecln2ec(c3ccccc3c2=0)C(=0)Ncdcec(ncd)OC

RUNS2

-1.93

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-6d9ff7d0-7_1

clece2c(c1)ence2NC(=0)[C@]3(CCOcAc3ce(ced)Cl)NH2+ICC[C@ @HISCCC(=0)NS

RUN3431

-1.93

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-balac7b9-14_7

CIN@@]1CCN(C[C@H]1C#N)C(=0)C[C@]2(CCO )C(=0

RUN2672

-1.93

0.50
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ALP-UNI-0676e700-25_1

o

[¢]

MAK-UNK-ffc90da7-2_7
NN
~Z

HN 0 “

DAR-DIA-23e5a6a0-10 1

NN
Z s
NH"
HN 0 /’CN\, < )
=\ %

NAU-LAT-a5c7d7cb-2 1
AN\
Z

HN (@]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-0676e700-25_1

clccc2e(cl)ence2NC(=0)[C@ @]3(CCOc4c3cc(ccd)Cl)CNC(=0)c5ecbneenbe(=0)[nH]5

RUN2470

-1.93

0.41

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-ffc90da7-2_7

clccec2c(cl)ecncc2NC(=0)C[C@@H]3CCC[C@H]([C@H]30)ClI

RUNG692

-1.93

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-23e5a6a0-10_1

clcec2e(c1)ence2NC(=0)[C@@H]3CCOc4c3cc(cc4C[C@@H]5CCH([NH2+]5)CC6)Cl

RUN420

-1.93

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

NAU-LAT-a5c7d7cb-2_1

CC(=0)N1CC[NH+](CC1)[C@@H](c2ccec(c2)Cl)C(=0)Nec3enccdc3ccecd

RUNS81

-1.93

0.44

-127 -



sprint-8-2021-05-30-P0157-dimer-neutral-restrained

VLA-UCB-34f3ed0Oc-5 1

NN
Z

HN (©]
F H
N
(0] O
OH

MAT-POS-3ccb8ef6-1 1

/IN
N

HN O

\ .
-
O= \
N loe,
/ N~(
O O

EDG-MED-5d232de5-1 1

NH

EDJ-MED-1b5395f9-3 1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-34f3ed0c-5_1

clcecc2ce(cl)encc2NC(=0)N(c3ccec(c3)Cl)C(=0)CCce4cen[nH]4

RUNG35

-1.92

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-3cch8ef6-1_1

clcece2ce(cl)encc2NC(=0)[C@ @H]3C[NH2+]Cc4c3cc(cc4)Cl

RUN3625

-1.92

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-5d232de5-1_1

clcc2ence(c2cclF)NC(=0)[C@@H]3CCOc4c3cc(ccd)Cl

RUN2363

-1.92

0.39

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-1b5395f9-3_1

COclccc2ence(c2¢1)NC(=0)[C@H]3CIN@@](Ce4c3ec(c(c4)CCNS(=0)(=0)C

RUN4465

-1.92

0.35
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MIC-UNK-91acba05-1 1

7 IN
N
o F
HN 0
N N/
N N/\)
o

DAR-DIA-23aa0b97-19 1
NN
Z

HN o

".00

ED_-GRI-5b13fbe2-11_1

DAR-DIA-0d514e7d-32_4
N
~Z

HN (@]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-91acba05-1_1

clccec2c(cl)ence2NC(=0)[C@@H]3CNC(=0)c4c3cc(cc4)Cl

RUN466

-1.92

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-23aa0b97-19_1

clccc2c(cl)encc2CC(=0)Nc3ccec(c3)C#N

RUN1

-1.91

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ED_-GRI-5b13fbe2-11_1

clcee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)OCCNSCC[NH+](CC5)CC(=0)N

RUN1541

-1.91

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-32_4

cleee2e(c1)ence2NC(=0)[C@HIBC@HIACIC@@HI4CO[C@@H]S[C@@HI3C=C(C=C5)CI

RUNB852

-1.91

0.21
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EDJ-MED-d203f206-37_1

o \

MIC-UNK-cdc2493e-12 2
Y

/ o
FRA-DIA-b66f7109-3 2
NN
2
/’Q\/\N\:

H,N*
(e}

CID:
SMILES:
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-d203f206-37_1

clccc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CC(=0)NSCCS(=0)CC5
RUN2599

-1.91

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-cdc2493e-12_2

C[NH+](C)[C@H]1CC[C@@H](C1)N(c2ccee(c2)Cl)C(=0)Nc3enccac3ceccd

RUNS549
-1.90

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-56¢f811e-1_1

C#CC(=0O)N(clcncc2clcecc2)C(=0)Ce3ccec(c3)Cl
RUN1518
-1.90

0.30

CID:

SMILES:

RUN:

FRA-DIA-b66f7109-3_2

clecc2c(cl)encc2NC(=0)[C@H]3CCOc4c3cc(cc4Cl)O[C@H]5CC(=0)N5

RUN398

-1.90

DDG (kcal/mol):

0.28

dDDG (kcal/mol):
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MAT-POS-e9e99895-9 2

NIR-WEI-acbd6416-2_ 2
7 SN

NS

HN 0
5 H
N
HO
o) o)

KAD-UNI-8a629¢ch0-9 1

RAL-THA-8416115c-11 2

NN
Z

O NH
X

HN*
Hlioo \
H OH

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-e9e99895-9 2

C[C@](clece(c(c1)ClCIN(C(=0; (=0)COx (=O)N

RUN2262

-1.90

0.41

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

NIR-WEIl-acbd6416-2_2

C=C(clcncc2clcecc2)C(=0)[C@H]3CCOc4c3cc(ccd)Cl

RUN460

-1.90

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

KAD-UNI-8a629cb0-9_1

C[C@@H](C(=0)N1CCN(CC1)C(=0)C)O[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Neacnce5eaccees

RUN2091

-1.90

0.48

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-8416115c-11_2

clcec2c(cl)ence2NC(=0)[C@H]3CCN(c4c3cc(ce4)Cl)Cesenc[nH]5

RUN1288

-1.90

0.55
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RAL-THA-8416115c-1_2

NN
P

F)r(/’() o o

E

MIK-ENA-fc9ceda2-1 1

7 IN
N
HN o
F H
N
l'.
K o o
&
) OH

MIC-UNK-91acba05-2 2

NN
2

HN o
0
&
(L M o
/ N:
HO He

ALP-UNI-44c99a80-3 1
ANV
~Z

HN

(@)
= X
HO\/\«
0] @)

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-8416115c-1_2

clecc(ccl)CN2CC[C@@H](c3c2ccec(c3)Cl)C(=0)Necdence5edccees

RUN1248

-1.90

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIK-ENA-fc9ceda2-1_1

CO[C@@]1(CCOc2clcc(cc2)Cl)CNe3cncc4c3ccccsd

RUN3292

-1.89

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-91acba05-2_2

CN1C[C@H](c2cc(ccc2C1=0)Cl)C(=0)Nc3cnccdc3ceccd

RUN470

-1.89

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-44c99a80-3_1

clecc2c(cl)ence2N(Ce3enco3)C(=0)[C@@H]4CCOc5c4cc(cc5)Cl

RUN461

-1.89

0.30
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LEE-CAM-7ab9b158-4 1

LON-WEI-4d77710c-13_2

©::L

~Z

Br
HN (@)
5@

ERI-UCB-b3e6b0c2-18_1

H.N
7 |N o
N F
F
\.
o

EDJ-MED-40433386-1_1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LEE-CAM-7ab9b158-4_1

RUN2209

-1.89

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-4d77710c-13_2

CC(C)Cnlcc(c2cceec2c1=0)NC(=0O)NC[C@H]3CCCO3

RUN202

-1.89

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ERI-UCB-b3e6b0c2-18 1

€1cc26(cc1CN3CC[NH2+]CC CIC@@]5(C4=0)CO

RUN3052

-1.89

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-40433386-1_1

RUN2554

-1.88

0.37
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MIC-UNK-50cce87d-12_2

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-50cce87d-12_2

COclcccc2elce(ecnc2)N3CCC[C@H](C3=0)c4ccec(c4)Cl

RUNG80

-1.87

0.13

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JAG-UCB-706446€eb-7_1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cece(ced)CCC(=0)N[C@@H]SCCCOCS

RUNG622

-1.87

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-32_31

clece2c(c1)ence2NC(=0)[C@@HIB[C@HIACIC@HIACO[C@HISIC@HIBC=C(C=CE)CI

RUNB881

-1.87

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-a13804f0-4_2

0)c@@H} ONSCCCCs

RUN3491

-1.87

0.18
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LEE-CAM-7ab9b158-2 1

NN
5

HN (¢}

°~
?O
o]

ALP-POS-5bb456a5-2_2

MIC-UNK-5a93dd5f-12_5

AN
Z

HN O

MIC-UNK-644c43c7-4_1

N q

o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LEE-CAM-7ab9b158-2_1

clecee2e(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)ICOCCS[NH]c(=0)c6c(n5)CCOCE

RUN2207

-1.86

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-5bb456a5-2_2

RUN2424

-1.86

0.41

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-5a93dd5f-12_5

cleec2c(cl)ence2NC(=0)[C@@H](c3ccec(e3)Cl)[N@ @14CC[C@H](C4)[NH+]5CCCCC5

RUN794

-1.86

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-644c43c7-4_1

clcec2e(cl)encc2NC(=0)Ce3cec(ce(c3)CI)CNC(C(F)(F)F)C(F)(F)F

RUN439

-1.86

0.36
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MAT-POS-b5746674-35_1

AN
Z
HN 0
HO
%E@
0

MAT-POS-8a69d52e-4_4

NN
g

HN o
o ;
HO

MAT-POS-e6dd326d-7_2

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-b5746674-35_1

Cnlcc(c2cceec2c1=0)NC(=O)NCCIN@ @H+](Cc3ccco3)C4CCCC4

RUNG9

-1.86

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-8a69d52e-4_4

C[C@H]1COc2ccc(cc2[C@H]1C(=0)Nc3cnccdc3ccccd)Cl

RUN369

-1.86

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-e6dd326d-7_2

CCOC(=0)NC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccdc3ceecd

RUN3952

-1.86

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-8a69d52e-7_1

C[C@@H]1COc2ccc(cc2[C@@H]1C(=0)Nc3cnccdc3ceccd)Cl

RUN375

-1.85

0.25
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MAT- POS'fce787CZ'9_1 CID: MAT-POS-fce787¢c2-9 1
NN
Z
SMILES: ClC@@](clcec(c(c)CI)Cl)(C(=0)Ne2cnce3e2ceeed)[NH2+]C
HN ¢]
RUN: RUN2156
0 DDG (kcal/mol): -1.85
X
K/“' dDDG (kcal/mol): 0.44
ey
EDJ'MED'dO8626de'1_1 CID: EDJ-MED-d08626de-1_1
N
5
SMILES: CO[C@@]1(CCOc2clec(cc2)Cl)C(=0)Ne3enccdc3ceecd
RUN: RUN2340
\|\| DDG (kcal/mol): -1.85
e dDDG (kcal/mol): 0.37
MAT-POS 'afd4d4fd'2_1 CID: MAT-POS-afd4d4fd-2_1
NN
Z SMILES: clccc2ce(cl)encc2NC(=0)Ce3ccec(n3)Cl
HN O
RUN: RUN304
° DDG (kcal/mol): -1.84
o
\LOH dDDG (kcal/mol): 0.28
EDJ-ME D'd203f206'32_1 CID: EDJ-MED-d203f206-32_1
N
7 SMILES:
RUN: RUN2593
’ DDG (kcal/mol): -1.84
HO - o
Ho Y dDDG (kcal/mol): 0.45
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MIC-UNK-5d22d78d-1_1
7 IN
N

HN (@]

]
\O/ foo

NAU-LAT-2fed8305-9 1

AN
2

o NH
X1}
N
o 0o K
«
N\
] NH

"~/

MAK-UNK-ffc90da7-4 4
N
Z

MAT-POS-1f3fla6f-2_1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-5d22d78d-1_1

clcec2c(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)OCC5CCS

RUN4200

-1.84

0.09

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

NAU-LAT-2fed8305-9_1

clccc2ce(cl)encc2NC(=0)Cce3cc(co3)Cl

RUN1115

-1.83

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-ffc90da7-4_4

CIC@HI(CINH2+]C[C@H]1CCCO1)[C@@F )C(=0

RUNG97

-1.83

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-1f3f1a6f-2_1

C[NH+](C)[C@@H](clcce(c(cl)Cl)Cl)C(=0)Nc2ence3c2ccec3

RUN2277

-1.83

0.38
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MAT-POS-e9e99895-5 2

ERI-UCB-ce40166b-7 1

AN
~Z

HN ©)

O\/....

ADA-UCB-dc2b944c-4_1

Y
/
(0] +
HN o y NH;
‘%
'0
N
H
CF
0

EDJ-MED-6864a934-2_1

1V OH
(o]
N
H,

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-e9e99895-5_2

C[C@](c1cee(c(c1)Cl)CI)(C(=0)Nc2ence3c2ecce3)NC(=0)cdcc5n(n4)CCO5

RUN2250

-1.83

0.44

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ERI-UCB-ce40166b-7_1

clcece2ce(cl)encc2CC(=0)Ne3cce(cc(c3)Cl)Ocdccec(=0)[nH]4

RUN44

-1.83

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ADA-UCB-dc2b944c-4_1

clccc2ce(cl)encc2NC(=0)[C@]34C[C@H]3COc5c4cc(cc5)Cl

RUNG00

-1.83

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-6864a934-2_1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)NC(=0)c5ee6n(nS)CCO6

RUN2606

-1.83

0.39
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NAU-LAT-a5c7d7cb-5 2
NN
Z

\/‘(O

)

VLA-UNK-9a7dc93f-5 1

e}

H
i
o
o
5N
o
NH
cm
o
HN
N

HN 'o

g

MAT-POS-e9e99895-8 2

LAU-MED-88a3970a-12_1

NN
o)
[\ ./
PR
HN 0
o) F

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

NAU-LAT-a5c7d7cb-5_2

CC(=0)N1CC[NH+](CC1)[C@H](c2cce(cc2)N(C)C)C(=0)Cc3cnccdc3ceccd

RUNS80

-1.83

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-9a7dc93f-5_1

CO[C@@H](clcc(c(c(c1)Cl)F)F)C(=0)Nc2ence3c2cecc3

RUN3085

-1.83

0.45

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-e9e99895-8 2

Celne2n(n1)CIC@H(CC2)C(=ONIC@@)(C )CHC(=0)

RUN2252

-1.82

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LAU-MED-88a3970a-12_1

C[NH2+]CCCclcc(cc2c10CC[C@@H]2C(=0)Nc3encc4c3cecc4)Cl

RUN1508

-1.82

0.23
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ADA-UCB-dc2b944c-17_1

ALP-POS-eOfe77e5-10_1

AN
g

o
0o

Sy

i

ALP-UNI-0676e700-20_1

CID: ADA-UCB-dc2b944c-17 1
Y
p/ SMILES: clece2c(cl)encc2NC(=0)N(CCC3CCCCC3)cdce(cecdClCl
(@]
NH3
HN o RUN: RUN615
N

DDG (kcal/mol): -1.82
dDDG (kcal/mol): 0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-e0fe77e5-10_1

clecc2c(cl)encc2N3CCC[C@@]4(C3=0)CCNc5c4ce(c(c5)ClCl

RUN2326

-1.82

0.40

CID: ALP-UNI-0676e700-20_1
NN
5
SMILES: clece26(c1)ence2NC(=0)[C@@]3(CCO )CNC(=O!
RUN: RUN2467
o
o DDG (kcal/mol): -1.82
1 q
1 dDDG (kcal/mol): 0.42
KAD-UN |'80f12208'2_2 CID: KAD-UNI-80f122¢8-2_2
NN
>
r SMILES:
RUN: RUN2286
DDG (kcal/mol): -1.82
dDDG (kcal/mol): 0.31
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NAU-LAT-2fed8305-5_1

NAU-LAT-a5c7d7cb-2 2
ANV
Z

HN o
H
N F H
\ N
Q\HJEQ
N
F o) o)

MAK-UNK-c749d764-1 5

N

Iz

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

NAU-LAT-2fed8305-5_1

clccc2e(cl)encc2NC(=0)Cce3cc(cs3)Cl

RUN1111

-1.82

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

NAU-LAT-a5c7d7cb-2_2

CC(=0)N1CC[NH+](CC1)[C@H](c2ccee(c2)Cl)C(=0)Nc3enccdc3ceecd

RUNS82

-1.81

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-1_5

clcce2c(cl)encc2NC(=0)C[C@@H]3CCC[C@@H]([C@H]30)C4CC4

RUNB893

-1.81

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CHO-MSK-a31cca77-2_1

CnlcnncINC(=0)C[C@ @]2(CCOc3c2cc(ce3)Cl)C(=0)Ncdence5c4ceees

RUN2193

-1.80

0.32
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ED_-GRI-5b13fbe2-21 1
NN
Z

HN (@]

— /llu
(0]

EDG-MED-balac7b9-17_1

MAK-UNK-ffc90da7-7_1
NN
Z

HN O
H
N
F\/\«
(6] (6]

EDG-MED-5d232de5-5 1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ED_-GRI-5b13fbe2-21_1

+]C[C@@H)(05)CO

RUN1550

-1.80

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-balac7b9-17_1

Cnlcenc1CN(C2CC2)C(=0)CIC@@]3(CCOcAc3co(ced)CI)C(=0)NeSencebeseoccs

RUN2688

-1.80

0.15

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-ffc90da7-7_1

CC(C)oc[C@@H]([C@@H](clccee(c1)Cl)C(=0)Ne2ence3c2ccee3)[NH2+]C

RUN707

-1.80

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-5d232de5-5_1

CN1CC[C@@H](c2clccc(c2)Cl)C(=0)Nc3cncc4c3ceecsd

RUN2367

-1.80

0.41
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EDJ-MED-d203f206-4 1

ALP-UNI-c3efOaba-2 1
7 N

N

§N/

EDJ-MED-15e90dfc-6_2

AN
~

HN (©)

OH

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-d203f206-4_1

HI(CB)C(=ON

RUN2566

-1.80

0.58

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-c3ef0aba-2_1

clccc2c(cl)encc2NC(=0)[C@@H]3COCc4c3cc(cc4)Cl

RUNS3545

-1.79

0.13

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-15e90dfc-6_2

clece2c(c1)ence2NC(=0)[C@]3(CCOcAc3ce(ced)Cl)CINH2+IC[C@ @HISCCC(=0)NS

RUN3447

-1.79

0.12

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-05e671eb-35_1

COclcccc2cl[C@@H](CCO2)C(=0)Nc3cncc4c3cececsd

RUN2074

-1.79

0.38
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NAU-LAT-a5c7d7cb-5 1

NN
Z
HN o
H
HaN* N
2
*
F o o

LON-WEI-4d77710c-58 1
NN
o ~Z

o HNE ;O
O

EDJ-MED-d203f206-39 1

N
5

HN (¢}

D~

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

NAU-LAT-a5c7d7cb-5_1

CC(=0)N1CC[NH+](CCl)[C@@* N(C)C)C(=0)Cx

RUNS79

-1.79

0.38

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-3496895b-15_4

CC(=ONIC@HISCIC@HIEIC@@HISCIC@H)(CE)C(=ON

RUN2534

-1.79

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-4d77710c-58 1

CC(C)Cnlcc(c2ccecec2c1=0)NC(=0)Nc3nc4cec(ccas3)OC

RUN250

-1.79

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-d203f206-39_1

clece2e(cl)encc2NC(=0)[C@ @]3(CCOc4c3ec(cc4)Cl)CC(=0)NSCCC[C@](C5)(C(=0)N)O

RUN2601

-1.79

0.44
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MAT-POS-1f3f1a6f-5_1

MAT-POS-2492181e-7 1
NN

5 4

N

HZN*\) HN 0
\?

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-1f3f1a6f-5 1

clccc2c(cl)ence2n3c(c([nH]c3=0)c4cce(c(c4)Cl)Cl)[O-]

RUN2279

-1.79

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-5bb456a5-1_3

RUN2409

-1.79

0.39

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAR-UCB-f313ec4d-6_1

clccc(ccl)N2CCN(CC2)C(=0O)c3cncc4c3ccecd

RUN330

-1.79

0.46

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-2492181e-7_1

CC1CC[NH+](CC1)CCNC(=0)Nc2cn(c(=0)c3c2cecec3)CC(C)C

RUN100

-1.79

0.13
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MAT-POS-e9e99895-2_4

NN
e

HN (e]
N

MIC-UNK-bcd487e9-7 1
Y
=

EDJ-MED-1981ceba-5 3

N

MAK-UNK-c749d764-22_5

AN
~

HN o
.£Q
o #
NH o
H_(
/

(0]

\/ NHZ

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-e9e99895-2_4

CC(C)[N@H+]1CCO[C@H](C1)C(=O)N[C@@](C) CNC(=0

RUN2237

-1.79

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-bcd487e9-7_1

cleccc2c(cl)encc2NC(=0)N(Ce3cn[nH]n3)c4cccc(c4)Cl

RUNS95

-1.79

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-1981ceba-5 3

CINH+]1CCN(CC1)S(=0)(=O)[ @H](C2)C(=0] ]

RUN4699

-1.78

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-22_5

C[C@@H](C[NH2+]C[C@@H]1CCCOl)[C@t 1)C(=0;

RUN1026

-1.78

0.27
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KAD-UNI-cb0f2bbc-8 1

[IT

7 IN
N
HN o)
F H
b\e\«o K

o

A\
\—

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

KAD-UNI-cb0f2bbc-8_1

RUNS3690

-1.78

0.13

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-3b92565d-1_1

COclcce(cclCC(=0)Nc2encc3c2cccc3)Cl

RUN106

-1.78

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-b9827126-2_1

clccc2c(cl)encc2C(=0)N3CCN(C(=0)C3)c4cc(cc(c4)Cl)Cl

RUN3247

-1.78

0.12

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-2{867453-1_1

C[C@@]1(CNc2clce(cc2)Cl)C(=0)Nc3cnccdc3ceecd

RUN2334

-1.78

0.54
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MAK-UNK-c749d764-33_5

NN
A

HN (o]
loo
N
O O
OH

MAK-UNK-c749d764-16_1

N
P

2

N\
O‘o

DAR-DIA-9e4459de-13 1
NN
Z

HN O

\/\

ED_-GRI-5b13fbe2-74 2
N
~Z

HN (©]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-33_5

CS(=0)(=0)N(c1encc2elccec2)C(=0)C[C@@H]3CCC[C@@H]([C@H]30)C(F)F

RUN1084

-1.78

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-16_1

C[C@@H](N(c1encc2clecee2)C(=0)C[C@@H]3CCC[C@@H]([C@@H]30)C(F)F)O

RUN974

-1.78

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-9e4459de-13 1

0)[C@@H]SCCOX ONC7=0)0

RUN1425

-1.78

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ED_-GRI-5b13fbe2-74_2

RUN1632

-1.77

0.21
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ALF-EVA-0b412456-7_1

EDG-MED-90036822-7_2

ANV
P

HN O

EDJ-MED-6d9ff7d0-1_1
N

N

HN o

ITH
O
os
vy M o
o

"we =

MAK-UNK-c749d764-25 4

NN
P

Qe
,N—(Nﬂf o

N

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALF-EVA-0b412456-7_1

clec2c(cc10CC3CC3)encc2NC(=0)Cedec(ce(c4)Cl)O[C@@H]5CC(=0)N5

RUN2764

-1.77

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-7_2

4c30c(ced)CNC(= ~ 34

RUN1668

-1.77

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-6d9ff7d0-1_1

COCCCC[NH2+][C@@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccdc3ceccd

RUN3427

-1.77

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-25_4

COC(=0)N(clcncc2eleccc2)C(=0)C[C@H]3CCC[C@H]([C@@H]30)C(F)F

RUN1041

-1.77

0.28
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DAR-DIA-6a508060-1_2

o o
H
i
o N
© HN
o

1

RAL-THA-8416115c-12_1

NN
2

MAK-UNK-ffc90da7-7_2

NN
Z

(o]
Iz
l“‘

HN O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-6a508060-1_2

clcec2ce(cl)encc2CC(=0)[C@H]3CCOc4c3cc(ccd)Cl

RUN333

-1.77

0.51

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-5bb456a5-2_1

RUN2422

-1.77

0.41

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-8416115c-12_1

clecc2c(cl)ence2NC(=0)[C@@H]3CCN(c4c3cc(cc4)Cl)Ce5n[n-Jnns

RUN1291

-1.77

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-ffc90da7-7_2

CC(C)OC[C@H]([C@@H](clceee(c1)Cl)C(=0)Nc2ence3c2cece3)[NH2+]C

RUN708

-1.76

0.21
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ALF-EVA-b701bd13-6_2

77 SN
|

\
HN, O

= R

3
O

77 N
|
N
o, =
HN 0 N
N |\
H/
o

DAR-DIA-0d514e7d-1_1
I

AN
Z

Z

-u<

CID: ALF-EVA-b701bd13-6_2
SMILES: clece2c(cl)encc2NC(=0)[C@HIBCCC(=0)Ncdc3cc(c(c4)CI)Cl
RUN: RUN3641
DDG (kcal/mol): -1.76
dDDG (kcal/mol): 0.17
CID: EDJ-MED-6864a934-1_1
SMILES: CLece2ee1)enee 20O BICCOMEEE{ccACINCOEBEs(eeE)COICO

RUN: RUN2605

DDG (kcal/mol): -1.76

dDDG (kcal/mol): 0.36
CID: EDJ-MED-f893e2a1-3_2
SMILES: Lece2eet)enee N0 C@ICCOnEAEE{ccAICCINHEHICTS(CCCHI00

RUN: RUN3197
DDG (kcal/mol): -1.76
dDDG (kcal/mol): 0.15
CID: DAR-DIA-0d514e7d-1_1
SMILES: [C@HILCOR20(cc(cc200)CIC@@HILC(=0)Ne3encedcaccocd
RUN: RUN804
DDG (kcal/mol): -1.76
dDDG (kcal/mol): 0.11
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ED_-GRI-5b13fbe2-50_1

VLA-UNK-4b5c0188-1 1

7 IN
S HO\
HN o F =

O/{}

H.

BEN-BAS-c2bc0d80-5 1
Y

MAK-UNK-ffc90da7-2_4
NN
~Z

HN o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ED_-GRI-5b13fbe2-50 1

#N)C(=0)[0]

RUN1587

-1.76

0.50

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-4b5c0188-1_1

clecc2ce(cl)ence2N(C[C@@H]3CO3)C(=0)[C@ @H]4CCOc5c4cc(cc5)Cl

RUN3074

-1.76

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

BEN-BAS-c2bc0d80-5_1

clcece2ce(cl)encc2NC(=0)[C@@H]3CCOc4c3[nH]c(cca=0)Cl

RUN1140

-1.75

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-ffc90da7-2_4

clccc2c(cl)ecncc2NC(=0)C[C@H]3CCC[C@H]([C@ @H]30)ClI

RUNG84

-1.75

0.17
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MAT-POS-23a8alla-1 1

N
HN (©)
o
\
o

EDG-MED-5d232de5-6_1
cC

HN

(¢}
[¢]
o

o

VLA-UNK-5c5a631c-1 2
7 IN
\

/0 J ! O:

MIC-UNK-02d7a284-2_1

“
N

N
HN O
F
7,
., H
N
HO
(6] (6]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-23a8alla-1_1

clccc2c(cl)encec2NC(=0)Cc3ccc(c(c3)ChHCI

RUN1406

-1.75

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-5d232de5-6_1

CN1CC[C@H](c2clcce(c2)Cl)C(=0)Nc3cencc4c3ceecd

RUN2371

-1.75

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-5c5a631c-1_2

cleee2c(c1)ence2N(CCIC@H](0)S(=0)(=0)[0-]))C(=0)[C@@H]I3CCOcAc3ce(ccd)Cl

RUN2916

-1.75

0.08

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-02d7a284-2_1

CCC(=0)N1CCC2(CC1)CN(CC(=0)N2c3ccce(c3)Cl)C(=0)cacncesedccecs

RUN3261

-1.75

0.13
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DAR-DIA-9e4459de-11 13

AN
Z
(% AN

MAK-UNK-ffc90da7-2_1

AN

Z

HN 0
5@

ERI-UCB-b3e6b0c2-5 1

H2N
(6]
F

7 |N
\
%, F
HN o HN®

/J

o

PET-UNK-3e354a91-1 1

O

~

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-9e4459de-11_13

RUN1421

-1.75

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-ffc90da7-2_1

clccc2c(cl)ence2NC(=0)C[C@@H]3CCC[C@@H]([C@@H]30)CI

RUNG681

-1.75

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ERI-UCB-b3e6b0c2-5_1

clcc2ence(c2cc1CN3CC[NH2+]CC3)NC(=0)[C@@H]4CNc5c4cc(cc5)Cl

RUN3037

-1.74

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-3e354a91-1_1

clcec2e(cl)encc2N3[C@H](CCI[C@H](C3=0)c4ccee(c4)Cl)CHN

RUN135

-1.74

0.24
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ERI-UCB-ce40166b-8 1
NN
=

(0]

MIC-UNK-5a93dd5f-7_4

NN
s

RAL-THA-1d44ff04-1 1

NN
/
HN 0 NH;
/ ;o
0

DAR-DIA-0d514e7d-28_1

NN
v

zZ

R

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ERI-UCB-ce40166b-8_1

clcec2c(cl)encc2CC(=0)Ne3cec(ce(c3)Cl)Ocdccencd

RUNA46

-1.74

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-5a93dd5f-7_4

CC(=O)N(C)[C@H]1CC[N@H+](C1)[C H 1)C(=0;

RUN771

-1.74

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-1d44ff04-1_1

clccc2c(cl)encc2NC(=0)Ce3cc(cc(c3)Cl)OCc4[nH]ccn4d

RUN434

-1.74

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-28 1

C[C@H]1COc2ccc(cc2[C@]1(C)C(=0O)Nc3cncc4c3ceecd)Cl

RUNB835

-1.74

0.18
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MIC-UNK-50cce87d-9 2
NN
~

HN O

KAD-UNI-8a629¢ch0-8_1

[e]

MIC-UNK-cdc2493e-2_2
Y
Z

HN (0]
O
O\’(
N ’\’ (@)
o} H N
H

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-50cce87d-9_2

clecc(ce(cl)Cl)[C@H]2CCCN(C2=0)c3cnccdc3c(cccd)F

RUNG675

-1.74

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

KAD-UNI-8a629cb0-8_1

ClC@@HICONI!

RUN2092

-1.74

0.50

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-db5e3064-2_2

clccc2c(cl)ence2n3c(c(oc3=0)cdcccc(c4)Cl)[O-]

RUN3096

-1.73

0.38

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-cdc2493e-2_2

clccc2c(cl)encc2NC(=0)N(CC[C@H]3CCCO3)c4ccec(c4)Cl

RUNS25

-1.73

0.38
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DAR-DIA-9e4459de-15 13

MAT-POS-78e1d523-2 2
7 IN
\

OH o

ALP-POS-d3acb8cc-4 1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-9e4459de-15_13

(0)CCC(=0 @HJ7CCC(-0INCT=0)0

RUN1452

-1.73

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-6864a934-10_1

cleec2c(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ce4)ClINC(=0)[C@@H](C5(CCC5)0)0

RUN2614

-1.73

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-78e1d523-2_2

CNC(=0)[C@]1(CCOc2clcc(cc2)Cl)CC(=0)Nc3cenccdc3ceccd

RUN3281

-1.73

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-d3ach8cc-4 1

C[C@@H]1C[C@H](c2cc(ccc201)Cl)C(=0)Nc3cnccdc3ccecd

RUN1098

-1.73

0.20
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sprint-8-2021-05-30-P0157-dimer-neutral-restrained

MAK-UNK-c749d764-12_6

N
P

e

L4

N

(0]

0.

ry

N

ALP-UNI-0676e700-24 1

MIC-UNK-cdc2493e-23 1

NN
Z

HN O
HO H
FHN
= ¢} @)

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-12_6

clccc2ce(cl)ecncc2NC(=0)C[C@H]3CCC[C@@H]([C@H]30)ClI

RUN957

-1.73

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-0676e700-24_1

ICNC(= (FOINS)C(F)(FIF

RUN2469

-1.73

0.38

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ED_-GRI-5b13fbe2-16_1

RUN1543

-1.72

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-cdc2493e-23_1

clccc2c(cl)encc2NC(=0)N(CCn3cnnc3)c4ccec(c4)Cl

RUNS73

-1.72

0.28
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ROB-UNI-322e8f70-3_2

7 IN
\
HN 0 NN
\
N\ _N

N

H,
o}

ADA-UCB-dc2b944c-15 1
NN
Z

HN O
HO H
N
F
(6] (6]

DAR-DIA-23e5a6a0-2_2

Y
Z
HN 0 N:,\i
//Q\/N\.
: :

MAK-UNK-c749d764-4 7

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ROB-UNI-322e8f70-3_2

clccc2c(cl)encc2NC(=0)[C@H]3CNC(=0)c4c3cc(cc4)Cl

RUNS3155

-1.72

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ADA-UCB-dc2b944c-15_1

CC1(COc2ccc(cc2[C@@H]1C(=0)Nc3cnccdc3ceccd)Cl)C

RUNG613

-1.72

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-23e5a6a0-2_2

clcee2ce(c1)ence2NC(=0)[C@@H]3CCOc4c3cc(cc40[C@H]SCCH([NH2+]5)CCCB)CI

RUN404

-1.72

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-4_7

CS[C@@H]1CCC[C@H]([C@H]10)CC(=0O)Nc2cncc3c2ccece3

RUN919

-1.71

0.25
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EDG-MED-0Oe5afe9d-3 1

N
e

HN O

o

1

[e]

EDJ-MED-6864a934-9 1

NN
e

HN o

\_4

L.
A

ALP-POS-b3306dea-1 1
NN

0

ALP-UNI-3496895b-14 1

3N
5
HN o

o
o

(o]

®

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-0Oe5afe9d-3_1

CO[C@@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3enccac3ceecd

RUN2329

-1.71

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-68642934-9_1

clcce2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)NC(=0)c5een(n5)CCHN

RUN2615

-1.71

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-b3306dea-1_1

Cclnnc(s1)N(Cc2ccec(c2)Cl)C(=0)Cc3cnccdc3ccecd

RUN1185

-1.71

0.41

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-3496895b-14 1

Cclcc(=0)n2¢(n1)nc([nH]2)NC(=0)C[C@]3(CCOc4c3cc(ccd)Cl)C(=0)Ne5enccbeseccct

RUN2529

-1.71

0.44
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MIC-UNK-5a93dd5f-9 2

NN
P/

HN (0]
\é

MAT-POS-9ff17035-2_1

N
P

HN ¢]

/IN

N

HN o
¥ H
I N\_/
N

o o)

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-5a93dd5f-9_2

CN(C)[C@H]1CCIN@@H+](C1)[C L 1)C(=0;

RUN779

-1.71

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-9ff17035-2_1

clcece2ce(cl)encc2NC(=0)Cce3cc(cc(c3)Cl)Ocdccec(=0)[nH]4

RUN147

-1.70

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0f2f46¢9-7_2

CNS(=0)(=0)[N@]1CC[C@@H](c2clcec(c2)Cl)C(=0)Nec3enccdc3ccecd

RUN3235

-1.70

0.13

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-4aa06b95-5_1

COCC(=0O)N1CC[C@@H](c2clcec(c2)Cl)C(=0)Ne3enccdc3ccecd

RUN1237

-1.70

0.24
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ALP-POS-696356e4-1_2

N
P

HN (0]
H e
N
(j‘ S
0, QN

B 4

>

/ ‘o

MAT-POS-fce787c2-7_2

MAK-UNK-3875bbc8-1_2

ve

NN
P
HN (0]
lllo
o
NH
N
,—
(e}

&

(0]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-696356e4-1_2

clcc2ence(c2cclF)NC(=0)[C@H]3CCOc4c3cc(cc4)Cl

RUN1316

-1.70

0.39

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-fce787c2-7_2

C[C@](c1cce(c(c1)CI)Cl)(C(=0)Nc2ence3c2cece3)[NH3+]

RUN2154

-1.70

0.42

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

KAD-UNI-8a629cb0-16_1

CCNICN(CC1=0)C(=0)CCIC@]2(CCOc3c2cc(ce3)CIIC(=0)Nedence5edceees

RUN2098

-1.70

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-3875bbc8-1_2

Cclcce2e(cl)[C@H](CCO2)C(=0)N(C)c3cneccdc3ccecd

RUN799

-1.70

0.24
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MIC-UNK-5a93dd5f-2_ 1
Y
~Z

HN; ;O
O

MAT-POS-b3e365b9-1 1

el
e

VLA-UCB-1dbca3b4-17_2

CC
as

EDG-MED-balac7b9-11 4

NN
5
HN o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-5a93dd5f-2_1

cleec2e(c1)ence2NC(=0)[C@@H](c3ccee(c3)CI)NH+]4C[C@H]SCCCC[C@H]5C4

RUN731

-1.70

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-b3e365b9-1_1

clccec2c(cl)encc2NC(=0)[C@@H]3CCOc4c3cc(cc4)Cl

RUN276

-1.69

0.46

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-1dbca3b4-17_2

clccc2ce(cl)ence2n3c(c([nH]c3=0)c4cccc(c4)Ch[O-]

RUN167

-1.69

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-balac7b9-11_4

clece2c(c1)ence2NC(=0)[C@]3(CCOcAc3ce(ced)Cl)CC(=0)NSCCCCIC@H]5c6¢[nHINS

RUN2657

-1.69

0.39
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EDJ-MED-f893e2al-5_1
N

N

o) O\’7N

EDJ-MED-e4b030d8-3_1

o o
H
i
o N
© HN
o

1
N

DAR-DIA-6a508060-13_1

@ .

S5~
. 4
ey

o

EDG-MED-balac7b9-15 8

7 lN
S
o
HN 0

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-f893e2al-5_1

clece2e(e)ence2NC(=0)[C@@I3(CCO )CICINH2+]Ce
RUN3200
-1.69
0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-e4b030d8-3_1

C[C@H]1C[C@H](c2cc(ccc201)Cl)C(=0)Nc3cnccdc3ceccd

RUN285

-1.69

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-6a508060-13_1

CS(=0)(=0)NCC[C@@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccac3ceccd

RUN360

-1.69

0.60

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-balac7b9-15 8

C[C@H]1C[N@H+](CCN1C(=0)C[C@]2(CCO 1)C(=0)

RUN2681

-1.68

0.33
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NIR-THE-d08c3b48-1_1
Y
~Z

HN O

EDG-MED-balac7b9-7_2

ERI-UCB-ce40166b-1 2

N
P

HN ¢]

ZT

(0]

KAD-UNI-8a629ch0-21 1

NN
Z

HN (0]

boo

o
O
N\N Br

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

NIR-THE-d08c3b48-1_1

CC(=0O)N1CC[NH+](CC1)CC(=0O)Nc2cncc3c2cccc3

RUN189

-1.68

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-balac7b9-7_2

C[C@H]IN(CCO1)C(=0)C[C@@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncdcnec5edccees

RUN2640

-1.68

0.44

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ERI-UCB-ce40166b-1_2

clccc2c(cl)encc2CC(=0)Ne3ccec(c3)O[C@H]4CC(=0O)N4

RUNS35

-1.68

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

KAD-UNI-8a629cb0-21_1

cleec2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)CC(=0)NSCCN(CC5)CC(CO)(F)F

RUN2111

-1.68

0.42
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ALF-EVA-a24ccice-6_1

7
N

N

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALF-EVA-a24cc7ce-6_1

clccc2c(cl)encc2C(=0)N[C@@H]3CCOc4c3cc(cc4)Cl

RUN4958

-1.67

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

WIL-UNI-0732ac76-2_1

RUN1177

-1.67

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-c9c1e0d8-3_1

clccc2c(cl)encc2N3CCC[C@@H](C3=0)c4ccec(c4)Cl

RUN117

-1.67

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-4880b143-1_1

CS(=0)(=0)CCO[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3enceac3ccecd

RUN3294

-1.67

0.43
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sprint-8-2021-05-30-P0157-dimer-neutral-restrained

DAR-DIA-0d514e7d-32_26

NN

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-32_26

clece2c(c1)ence2NC(=0)[C@HIB[C@@H]4CIC@@HI4CO[C@H]S[C@HI3C=C(C=C5)CI

RUNB875

-1.67

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-96f51285-6_1

COclccc2encc(c2c1)NC(=0)[C@@H]3CCNc4c3cc(c(c4)Cl)Cl

RUN3935

-1.67

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-16_7

C[C@@H](N(c1cncc2clceec2)C(=0)C[C@H]3CCC[C@H]([C@@H]30)C(F)F)O

RUN981

-1.67

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-e9e99895-13_5

clcea@] )CICI)(C(=0!

(=0)[C@@HJ4CCIN@H+](C4)C

RUN2271

-1.67

0.50
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MAT-POS-2905de8c-3_1

NN
5

0

MAT-POS-e9e99895-13_8

MIC-UNK-5a93dd5f-3_3

ANV
Z

HN O

/

N =N

,\{/\N/>\CN I
e} e}

ERI-UCB-ce40166b-9 2

NN
Z

HN o

. L)
\\ o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-2905de8¢c-3_1

C[NH+](C)[C@@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccac3ceecd

RUN2231

-1.67

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-e9e99895-13_8

C[C@](c1eee(c(c1)CICI)(C(=0)Nec2ence3c2ccee3)NC(=0)[C@HJACCN@H+](C4)C

RUN2274

-1.67

0.46

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-5a93dd5f-3_3

clecee2e(c1)encc2NC(=0)[C@@H](c3ccee(c3)Cl)N@H+]4CC[C@@H]SCCCC[C@@H]5C4

RUN742

-1.66

0.41

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ERI-UCB-ce40166b-9_2

clccc2c(cl)encc2CC(=0)Ne3cec(ce(c3)O[C@HJA4CC(=0)N4)C#N

RUN47

-1.66

0.21
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ALP-UNI-76695c4f-8_1

NN
5

HN o

ol/

Y

o
-,
o€

vy
o

JOH-UNI-ea72002d-5_2

EDG-MED-balac7b9-25 1

77 N

NS
/\n/N\?O

MAT-POS-e9e99895-11 1

NN
5

HN

o
o
o

o~

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-76695c4f-8 1

RUN2177

-1.66

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-UNI-ea72002d-5_2

C=CS(=0)(=0)NN(clcncc2cleccc2)C(=0)[C@]3(CCOc4c3cc(ccd)ClF

RUN2493

-1.65

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-balac7b9-25_1

RUN2712

-1.65

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-e9e99895-11 1

C[C@@](clcee(c(c1)Cl)CI)(C(=0)Nc2ence3c2cece3)NC(=0)COC

RUN2263

-1.65

0.45
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ALP-POS-966f8da6-2_2

Y

‘ /

N

/ HN 0
N\ /
N
HN\O
o) 0

MAT-POS-af71705c-1_1

WIN
s
HN o

[e] NF
(e}

LON-WEI-4d77710c-22_1

AN

~Z

HN

O\/....

NN
Z

HN (©]

+1VOH
o\
N
H,

MIC-UNK-cdc2493e-10_1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-966f8da6-2_2

CC(=0)N1CC[C@H](c2clccc(c2)Cl)C(=0)Nc3cnccdc3ceccd

RUN1226

-1.65

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-af71705c-1_1

Cnlcc(c2cccec2c1=0)NC(=0)Nc3cceen3

RUNS54

-1.65

0.42

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-4d77710c-22_1

CC(C)Cnlcc(c2cceecc2c1=0)NC(=0)Nc3ccenc3

RUN209

-1.64

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-cdc2493e-10_1

CC(=O)N[C@@H]1CC[C@@H](CL; 1)C(=0;

RUNS545

-1.64

0.37
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MAK-UNK-c749d764-12_2

NN
Z

N/N
\

ERI-UCB-b3e6b0c2-4 1

/IN
\§

C\ggﬁ

MIK-ENA-fc9ceda2-1 2

N

atas

DAR-DIA-0f2f46¢9-13 2

77 SN

N

9 7\

CID: MAK-UNK-c749d764-12_2
SMILES: clocc2e(cL)cncc2NC(=0)CIC@HIBCCCIC@@HI(C@@HI0)C!
RUN: RUN951
DDG (kcal/mol): -1.64
dDDG (kcal/mol): 0.36
CID: ERI-UCB-b3e6b0c2-4_1
SMILES: CING@HCIC@HE2etecc(e2)C)C(=ONESCncoteee(cciONSCCINH2+1CCS
RUN: RUN3036
DDG (kcal/mol): -1.64
dDDG (kcal/mol): 0.16
CID: MIK-ENA-fc9ceda2-1_2
SMILES: CO[C@]1(CCOc2clce(cc2)Cl)CNe3encedc3ceeed
RUN: RUN3293
DDG (kcal/mol): -1.64
dDDG (kcal/mol): 0.15

CID:

SMILES:

DAR-DIA-0f2f46¢9-13_2

CN(C)S(=0)(=0)IN@]1CC[C@@H](c2c1cce(c2)Cl)C(=0)Ne3ence4c3ccecd

RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

RUN3248

-1.64

0.12
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RAL-THA-1d44ff04-10 1
Y
~Z

HN o

HN+’

/
DAR-DIA-0d514e7d-36 1
NN
e

MAT-POS-f9802937-2_2

N
5

HN (¢}

MAT-POS-fce787c2-10_1
W
.

o
J"IB,
NH:

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-1d44ff04-10_1

clccc2ce(cl)encc2NC(=0)Cce3cc(cc(c3)Cl)S(=0)(=0)N

RUN445

-1.64

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-36_1

CCl([C@@H](c2cc(ccc201)Cl)C(=0)Nc3cnccdc3ccee4)C

RUNB888

-1.64

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-f9802937-2_2

CN1c2ccc(cc2[C@](CC1=0)(C(=0)Nc3cncc4c3ceccd)O)Cl

RUN2393

-1.64

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-fce787¢c2-10_1

CN(C)CC[NH2+][C@@H](c1cce(c(c1)Cl)Cl)C(=0)Nc2encc3c2ecee3

RUN2160

-1.63

0.38

-173 -



sprint-8-2021-05-30-P0157-dimer-neutral-restrained

MAT-POS-a9372f04-1 1

l' H
N
7]
HO
O

FRA-DIA-a1f3a927-1 1

Y
2

o

ADA-UCB-dc2b944c-18 1
7 N

N

o

HN O

Iz

JOH-UNI-a38a7bdd-5 1
7 IN
\

Ve

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-a9372f04-1_1

clccc2c(cl)encc2N3CC[C@]4(C3=0)c5cc(ccc5NC4=0)Cl

RUNS3309

-1.63

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

FRA-DIA-alf3a927-1_1

C=C(clcncc2clcecc2)C(=0)[C@@H]3CCOc4c3cc(cc4)Cl

RUN1176

-1.63

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ADA-UCB-dc2b944c-18_1

clccc2c(cl)encc2NC(=0)N(c3ccec(c3)Cl)C(=0)CC4CCOCC4H

RUNG616

-1.63

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-UNI-a38a7bdd-5_1

clcec2c(cl)ence2N(C(=0)Ce3ccec(c3)Cl)C(=0)[C@@H]4C[C@@H]4F

RUN1485

-1.63

0.19
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MAT-POS-3b92565d-9_2

NN
5

HN (¢]

MAT-P0OS-2492181e-12_1

NN

2
MAK-UNK-ffc90da7-9 6

AN

Z

T

=
oll«

(@]

(e}

MAT-P0OS-2492181e-2_1

NN
y/
HN o
/S
)\/llu
o
o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-3b92565d-9_2

Cnlcc(c2cceec2c1=0)NC(=0)Cc3cc(cc(c3)Cl)O[C@H]ACC(=0)N4

RUN120

-1.62

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-2492181e-12_1

CCC[NH+](CCC)CCNC(=0O)Nclcn(c(=0)c2clccecc2)CC(C)C

RUN114

-1.62

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-ffc90da7-9_6

C[C@H]1[C@@H](CCO1)SC[C@H](C)c2cce3e(c2)ence3NC(=0)Cedccee(c4)Cl

RUN718

-1.62

0.12

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-2492181e-2_1

Cnlcc(c2cccec2c1=0)NC(=O)NCC[NH+]3CCCC3

RUN94

-1.62

0.24
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MAT-POS-11b63608-1_2

NN
Z
H o

N
ottt
4
(0]

MIC-UNK-50cce87d-7_2
AN
Z

HN 0
F H
N
N* uﬁ(
H 0 0

ALP-UNI-8e43a7l1le-5_11

77 N
- |
Pl

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-11b63608-1_2

clccc2e(cl)encc2NC(=0)[C@H]3CCOc4c3cc(ccd)Br

RUN282

-1.62

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-50cce87d-7_2

Cclccec2elce(cnc2)N3CC[C@H](C3=0)c4ccec(c4)Cl

RUNG670

-1.61

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-8e43a7le-5_11

RUN2954

-1.61

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-e69ad64a-2_2

C=CC(=O)N(clcncc2cleccc2)C(=0)[C@H]3COc4c3cc(ccd)Cl

RUN2333

-1.61

0.42
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EDG-MED-90036822-104 1

CID: EDG-MED-90036822-104_1
SMILES: o
RUN: RUN1837
DDG (kcal/mol): -1.61
dDDG (kcal/mol): 0.46

CID: MIC-UNK-02d7a284-1_1

S M I L ES CC(=0)N1CCC2(CC1)CN(CC(=0O)N2c3ccce(c3)Cl)C(=0)cacncesedccecs
HN o RUN: RUN3260
\\H
N y DDG (kcal/mol): -1.60
i
s o 0 dDDG (kcal/mol): 0.15
MIC-UNK-d854bf4c-7_2

CS(=0)(=0)N1CCC2(CC1)CCN(C(=0)[C@H]2c3ccee(c3)Cl)cacnce5edccees

CID: MIC-UNK-d854bf4c-7_2
NN
P SMILES:
HN 0

RUN:
(©]

RUN3342

DDG (kcal/mol):

: -1.60
N
o) HW,F

d dDDG (kcal/mol): 0.15

CID: KAD-UNI-80f122¢8-1_1
NN
5

SMILES:
HN 0

cleec2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CC(=0)NCCE6CC(C5)(CO6)C(=0)N

RUN: RUN2291
[e]

DDG (kcal/mol):

~ -1.60
N

K/“' dDDG (kcal/mol):
A /

0.43
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DAR-DIA-0587064e-26_2

7 IN
NS
HN o
N\ H l'..o
<\’N “"‘(
o

(e}

MAK-UNK-c749d764-28 2

NN
P

5B

-

Z"

HN

MAK-UNK-c749d764-26_3

AN
2

H
H
‘\N
0
H.N
)‘ "
[¢]
H

JAG-UCB- 706446eb 21

H,

©©2?‘

oz

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0587064e-26_2

clcec2e(cl)encc2NC(=0)[C@H]3CCOc4c3cc(c(c40Cc5ccc(cc5CI)F)F)Cl

RUN3389

-1.60

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-28_2

clcce2c(cl)ence2N(C=0)C(=0)C[C@H]3CCC[C@@H]([C@@H]30)C(F)F

RUN1055

-1.60

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-26_3

clcec2c(c1)encc2NC(=0)C[C@@H]3CCCC[C@H]([C@@H]30)CI

RUN1048

-1.60

0.46

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JAG-UCB-706446eb-2_1

CCCNC(=0)CC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nec3enccdc3ceecd

RUNG620

-1.60

0.38
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ED_-GRI-5b13fbe2-23_1

Y

o

VLA-UCB-05e51b3f-12_1

NHZ

/l I’I
\ N*

Y

DAR-DIA-eace69ff-19 1

AN
Z
HN

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ED_-GRI-5b13fbe2-23_1

CR6e(e(cné)CINH3+])CS

RUN1552

-1.60

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-UNI-a38a7bdd-5_3

clccc2c(cl)ence2N(C(=0)Ce3cecc(c3)Cl)C(=0)[C@ @H]4C[C@H]4F

RUN1488

-1.59

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-05e51b3f-12_1

clece2c(c1)ence2NC(=0)[C@]3(CCOcAc3ce(cc40[C@@HISCC(=0)NS)C)CCCECCCCCH

RUN323

-1.59

0.56

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-eace69ff-19_1

CCclcc2c(cnec2c(c1)OC3CCCCC3)CINH+](C)C

RUN2

-1.59

0.20
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MAT-POS-3b97339¢-1_1

HN O
F H
N
g O 0]

\J
\
S

MAT-POS-dd3ad2b5-4_4

/IN
N

EDJ-MED-6d9ff7d0-9_1

77 N

N

HN

)

an
H T
- = N .
0s OJ
V\)""/

EDG-MED-balac7b9-9 3

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-3b97339¢-1_1

cleee2c(cl)encc2NC(=0)[C@@])3(CCOc4c3cec(ce4)Cl)ICNC(=0)[C@@]5(CCSC5)0

RUN3297

-1.59

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-dd3ad2b5-4_4

CS(=0)(=0)IN@]1Cc2ccc(cc2[C@H](C1)C(=0O)Nc3enccac3ecce4)Cl

RUNS3540

-1.59

0.13

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-6d9ff7d0-9_1

CS(=0)(=0)CCN[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccac3ceecd

RUN3436

-1.58

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-balac7b9-9 3

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)CC(=0)NSCCCC[C@H]5c6[nH]ncn6

RUN2648

-1.58

0.42
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MAK-UNK-c749d764-19 1

N

2

>
/ ‘o

DAR-DIA-6a508060-9 1

o HAO/\/O N\
o N 5
o
HN o
HN

MAT-POS-8a69d52e-1 4

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-19_1

clecc2c(cl)ence2N(C[NH3+])C(=0)C[C@@H]3CCC[C@@H]([C@@H]30)C(F)F

RUN998

-1.58

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-347519b5-1_50

CS(=0)(=¢ HI2(C@@H] HICLIC(=

RUN4257

-1.58

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-6a508060-9_1

clcec2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)CCC5CCCCCh

RUN348

-1.58

0.48

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-8a69d52e-1_4

C[C@H]1C[C@H](c2cc(ccc201)Cl)C(=0)Nc3cenccdc3ceecd

RUN363

-1.58

0.85
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JOH-UNI-6e27fddc-4 1

MAK-UNK-ffc90da7-9 8
NN
~Z

HN o

(0]

ED_-GRI-5b13fbe2-66_2

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-UNI-6e27fddc-4_1

CO[C@]1(CCOc2clcc(cc2)Cl)/C(=Clc3cnccac3ceecd)/F

RUN4369

-1.58

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-dd3ad2b5-3_1

clecc2ce(cl)ence2NC(=0)[C@@H]3CN(Cc4c3cc(ccd)Cl)C(=O)N

RUNS3535

-1.57

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-ffc90da7-9_8

C[C@H]1[C@H](CCO1)SC[C@H](C NC(=0)C

RUN719

-1.57

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ED_-GRI-5b13fbe2-66_2

RUN1614

-1.57

0.27
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EDJ-MED-fcba3f31-9 1

MAT-POS-b5746674-106_1

Y
Z

HN O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-fcba3f31-9_1

clcee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)ICOC[C@H]SCCC(=0)NS

RUN2548

-1.57

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ED_-GRI-5b13fbe2-20 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cec(ced)COCIC@HISCINH2+]C[C@@H](05)CO

RUN1547

-1.57

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-30_1

C[C@@]1(c2cc(ccc20CC1(C)C)Cl)C(=0)Ne3enccac3ceecd

RUNB837

-1.57

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-b5746674-106_1

C[C@@H](c1lcenccl)N(CCCOC)C(=0)Ne2en(c(=0)c3c2ecce3)CC(C)C

RUNB86

-1.57

0.18
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MAK-UNK-c749d764-3 6
NN

LON-WEI-4d77710c-18 1
NN
F ~Z

F HNE ;O
(0]

EDJ-MED-40433386-2_1

Iz
)

MAK-UNK-8be7dca9-6_2
NN
g

\ ’

X

NH3;

(0]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-3_6

CC1(C[NH2+]C1)OCN(c2cnce3c2ceee3)C(=0)C[C@H]J4CCC[C@@H]([C@H]40)C(F)F

RUN910

-1.57

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-4d77710c-18 1

Cnlcc(c2cceec2c1=0)NC(=0O)Nc3cce(cc30C)0C

RUN203

-1.57

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-40433386-2_1

clccc2e(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CNC(=0)c5en[nH]e5S(=0)(=0)N

RUN2553

-1.57

0.38

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-8be7dca9-6_2

clcc(c2ence(c2c1)NC(=0)[C@H]3CCOc4c3cc(ccd)Cl)CINH3+]

RUNS504

-1.57

0.49
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DAR-DIA-0d514e7d-31_8
AN
g SMILES:
" ’ . RUN:
\

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

DAR-DIA-0d514e7d-31_8

C[C@H]1CCO[C@H]2C=CC(=C[C@H]2[C@@H]1C(=0)Nc3cnccdc3cceed)Cl

RUN841

-1.56

0.21

MAK-UNK-8be7dca9-1 1

I NN
Z
F
0
HN 0
N
H
% \
NH:
o)

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

MAK-UNK-8be7dca9-1_1

clcc2c(cc1CN3CC[NH2+]CC3)encc2NC(=0)[C@@H]4CCOc5c4cc(ce5)Cl

RUN491

-1.56

0.27

JAG-UCB-f37eaal4-7 2

SMILES:
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

CID:

JAG-UCB-f37eaal4-7_2

RUN3067

-1.56

0.51

CID:
NN
SMILES:
A
HN = RUN:
[ITTH DDG (kcal/mol):
° o} dDDG (kcal/mol):

MAT-POS-b5746674-102_2

CCCCN(CCCNC(=0O)Nclen(c(=0)c2clcecc2)CC(C)C)e3ccece3

RUNB84

-1.56

0.20
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ED_-GRI-5b13fbe2-27 1

AN
2

HN (e}

o

J

PET-UNK-al7c93d1-1 1
NN
Z

HN O

I=
~
\==

VLA-UCB-34f3ed0c-18 1

NN
P

HN (0]

FRA-DIA-6238d354-2_3
77 SN

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ED_-GRI-5b13fbe2-27_1

clece2c(c1)ence2NC(=0)[C@@]3(CCOcAc3ee(ced)Cl)OCCNSee(cn5)CNECCINH2+CCE

RUN1557

-1.56

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-al17c93d1-1_1

clccc2c(cl)encc2NC(=0)N(c3ccec(c3)Cl)OCC4CCCCCa

RUNS520

-1.56

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-34f3ed0Oc-18_1

cleec2c(c1)ence2N3C(=0)CN([C@@]4(C3=0)CCOc5c4ce(cc5)Cl)C(=0)N6CC[NH2+]CC6

RUNG642

-1.56

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

FRA-DIA-6238d354-2_3

CS(=0)(=0)clccc2ence(c2c1)NC(=0)[C@@H]3C[N@](Ccac3cc(ced)Cl)S(=0)(=0)C

RUN3798

-1.56

0.28
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NIR-THE-47736cde-2_1
7 SN

N

HN (0]
F H
NWN
—
F o} o}

MIC-UNK-91acba05-3 2
Y
P

HN 0

H

N

¢ /\/\<
omw o o

VLA-UCB-34f3ed0c-8 1

7 IN
HN o

F H

< N
L

".
° L
& 3 o o

N OH

ALP-POS-3b848b35-2_2

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

NIR-THE-47736cde-2_1

C=CC(=0)N(clcncc2clcecc2)C(=0)[C@@H]3COc4c3cc(cc4)Cl

RUN3328

-1.55

0.10

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-91acba05-3_2

clcece2ce(cl)encc2NC(=0)[C@H]3CCS(=0)(=0)c4c3cc(cc4)Cl

RUN473

-1.55

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-34f3ed0c-8_1

clccc2e(cl)encc2NC(=0)[C@ @]3(CCOc4c3cc(ced)Cl)C(=0)CCeseen[nH]5

RUNG34

-1.55

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-3b848b35-2_2

clcece2c(cl)encc2NC(=0)Cc3cc(cc(c3)Cl)O[C@H]4CC(=0O)N4

RUNG0O

-1.55

0.21
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LON-WEI-4d77710c-17_1

NN

S o
N

DAR-DIA-Ocdel4eb-60 1

NN
P

MIC-UNK-c5a20098-3 1

NN
2

HN (¢]
H
N
o L))
o
(0] o
O

RAL-THA-1d44ff04-3 1

o o
H
i
o N
© HN
o

1
N

U

11;»«
HN o
Eo; g

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-4d77710c-17_1

CC(C)Cnlcc(c2ccecec2c1=0)NC(=0)NCCc3ccc(ce3)Cl

RUN205

-1.55

0.13

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-Ocde14eb-60_1

C[C@@H](clccee(c1)C2(CC2)C#N)C(=0)Nc3cncecdc3ccecd

RUNSO0

-1.55

0.47

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-c5a20098-3_1

clccc2ce(cl)encc2C(=0)C(CC3CN(C3)caccec(cd)Cl)(F)F

RUN1309

-1.54

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-1d44ff04-3_1

CC(=0)NCclcc(cc(cl)Cl)CC(=0)Nc2encc3c2ccee3

RUN437

-1.54

0.57
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EDJ-MED-37aac4bd-6_2
7 N

g

F
d
-
-

o Ooh—N/
g

EDJ-MED-d08626de-5_1

MAT-POS-54c4bf04-2_1

NN
s
HN (0]
H
P(N } :
7-'\“ (@] (@]

/N
N/

KAD-UNI-877d7bed-10_2

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-37aac4bd-6_2

COC[C@]1(CCOc2clcc(cn2)Cl)C(=0)Nc3cncc4c3cececd

RUN3150

-1.54

0.15

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-d08626de-5_1

CO[C@@]1(CCOc2clcc(c(c2)Cl)CI)C(=0)Nc3cnccdc3ececd

RUN2345

-1.54

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-54c4bf04-2_1

COclcce(cclOCCNC(=0)c2encc3c2cccc3)Cl

RUN1222

-1.54

0.39

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

KAD-UNI-877d7bed-10_2

clece2e(c1)ence2NC(=0)[C@HIBCCOC4c3ec(ccdOCCC(=0)NSCCOCCE)C

RUN3746

-1.54

0.12
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ALP-POS-e0Ofe77e5-1 2

\N
HN ; (¢
¢
o
H.N NH,

EDJ-MED-40433386-6_1

NN
HN ;O
?
o
%o

PET-UNK-8922bd3c-1_1

*¢
ol

MIC-UNK-c66144ch-3_1

NN
2

HN (e]
"'. @
(@]
| @

O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-e0fe77e5-1_2

clccec2c(cl)encc2N3CCC[C@H](C3=0)c4ccc(c(c4)ClCl

RUN2323

-1.54

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-40433386-6_1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cec(ced)CCNC(=0)[C@]56CCO[C@H]SCCOCE

RUN2557

-1.54

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-8922bd3c-1_1

clccc2ce(cl)encc2CC(=0)Nc3cccc(c3)Cl

RUN1168

-1.54

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-c66144cb-3_1

cleec2c(cl)encc2NC(=0)[C@@H](CCC3CCCCC3)c4ccec(c4)Cl

RUN127

-1.54

0.33
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LON-WEI-5e7d1b3e-45 1

NN
2

HN (¢]

u H loo
N
N '«
H.N N
o
100
o
H

ALP-UNI-0676e700-2_2

OH

KAD-UNI-8a629¢ch0-25 1

(e]
(o]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-5e7d1b3e-45_1

Cnlcc(c2ccccc2c1=0)NC(=O)N3CCN(CC3)C(=0)cdcccod

RUN1354

-1.53

0.41

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-0676e700-2_2

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ced)C)CNC(=0)CCNC(=0)[C@H]5CCCOS

RUN2450

-1.53

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

KAD-UNI-80f122¢c8-5_1

RUN2301

-1.53

0.39

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

KAD-UNI-8a629cb0-25_1

)(=0)CIC@HIECs

RUN2107

-1.53

0.42
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DAR-DIA-e7614d05-1 1

ALP-POS-02c6a514-32_2

AN
Z

HO

H
NYp Y
\+«N
F o o)

ALP-UNI-3496895b-5 4

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-e7614d05-1_1

clecc2ce(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)OC(F)(F)F

RUN2477

-1.53

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-balac7b9-5_4

CC[C@H](CO)[NH+]1CCN(CC1)C(=0)C[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedcnce5caceees

RUN2641

-1.53

0.60

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-02c6a514-32_2

CC(C)(C)elcee(ccl)N(C@H(c2ence3e2cece3)C(=0)NCCedccee(c4)F)C(=0)c5eecos

RUNG645

-1.53

0.43

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-3496895b-5_4

RUN2515

-1.52

0.44
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LON-WEI-4d77710c-52_1

NN
P/

HN 0
H Il.o
N
Cg ’ ’
O

JOH-SUS-a69¢159d-1 2
NN

~

HN O
g

|
<

VLA-UCB-05e51b3f-16 1

Y
o
N
HN of(

N
(e} O)"
”—OH

o

MAK-UNK-c749d764-19 8

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-4d77710c-52_1

Cnlcc(c2ccccc2c1=0)NC(=0O)NCCc3ccc(cc3)Cl

RUN239

-1.52

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-SUS-a69¢159d-1_2

Cclc2ccecc2e(cn1)NC(=0)[C@H]3CCOc4c3cc(cc4)Cl

RUN1117

-1.52

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-05e51b3f-16_1

C=CC(=0O)N(clcncc2cicecc2)C(=0)Cc3ccec(c3)Cl

RUN328

-1.52

0.45

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-19_8

clecc2e(cl)ence2N(C[NH3+])C(=0)C[C@H]3CCC[C@H]([C@H]30)C(F)F

RUN1005

-1.52

0.25

-193 -



sprint-8-2021-05-30-P0157-dimer-neutral-restrained

MAT-POS-b5746674-103_1

NN
Z
HN o

MAT-P0OS-2492181e-10_1

NN
Z

HN O
ﬂl‘é
(0]

LON-WEI-4d77710c-50_2

NN
P

PET-UNK-7be94445-2 1
NN
P

*
S
E

o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-b5746674-103_1

CC(C)Cnlcc(c2ceccc2c1=0)NC(=O)N3CCN(CC3)c4cceccdF

RUNS81

-1.52

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-2492181e-10_1

C[C@@H]1CCCC[N@@H+]1CCCNC(=0)Nc2cn(c(=0)c3c2ccce3)CC(C)C

RUN104

-1.52

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-4d77710c-50_2

CCCC[N@H+](CCNC(=0O)Nclcn(c(=0)c2clccecc2)C)Ce3ccco3

RUN246

-1.51

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-7be94445-2 1

clccc2c(cl)encc2N3CCN(C3=0)c4ccec(c4)Cl

RUN133

-1.51

0.25
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RUB-P0OS-1325a9%ea-2 1

CID:
7 |N
X SMILES:
HN (o]
RUN:

DDG (kcal/mol):

RUB-POS-1325a%9ea-2_1

clcc(ce(cl)ClCC(=0)Nc2encc3c2ce(ccc3)F

RUN3606

-1.51

0.20

os i 20 dDDG (kcal/mol):
FRA-DIA-b66f7109-1 2 CID:
NN
2 o SMILES:
HN (@] F
< RUN:
(@] N*
H, DDG (kcal/mol):
o)

dDDG (kcal/mol):

FRA-DIA-b66f7109-1_2

clcec2c(cl)encc2NC(=0)[C@H]3CNc4c3cc(cc4Cl)O[C@H]5CC(=0)N5

RUN392

-1.50

0.32

SMILES:

RUN:

O)\ DDG (kcal/mol):

dDDG (kcal/mol):

CID:

JOH-UNI-ea72002d-4_1

clece2e(cl)ence2[C@@)(C(=0)[C@@H]3CCOc4c3cc(ced)Cl)(NSC(=0)C=CC5=0)F

RUN2488

-1.50

0.43

Ouo
LON-WEI-4d77710c-21_1 .
I Y
P SMILES:
HN\_.-?O RUN:
DDG (kcal/mol):
/o dDDG (kcal/mol):

LON-WEI-4d77710c-21_1

CclccencINC(=0O)Nc2en(c(=0)c3c2cccc3)CC(C)C

RUN207

-1.50

0.13
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DAR-DIA-Ocdel4eb-46 1
NN
~Z

MAT-POS-5369c344-3_2

7 IN
N
HN 0 F
F
o’\’
F
o)

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-Ocdel4eb-46_1

CC1(CC1)c2ccee(c2)CC(=0)Nc3cnccdc3ccecd

RUN10

-1.50

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-5369c344-3_2

clece(cel)COc2cec(cc3c20CC[C@H]3C(=0)Nc4ence5caccece5)Cl

RUNS3619

-1.50

0.08

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-9e38fd34-4_1

C[C@@]1(c2cc(c(cc2NC1=0)CI)Cl)C(=0)Nc3cnccdc3ceecd

RUN2349

-1.50

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0587064e-13_2

CCCOclcc(cc2cINCC[C@H]2C(=0)Nc3cnccdc3ccecd)Cl

RUNS3361

-1.49

0.12
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G
=/

ALP-POS-2dal9ca7-7_1

5
o
o

sprint-8-2021-05-30-P0157-dimer-neutral-restrained

NN
5

LON-WEI-5e7d1b3e-42_2

RAL-THA-065e0743-2_1

7 IN
\
HN

HN

4
S

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-d203f206-34_1

clcee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CC(=0)N[C@@H]5C[C@H]5CO

RUN2597

-1.49

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-2dal9ca7-7_1

RUN2381

-1.49

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-5e7d1b3e-42_2

CC(C)Cnlcc(c2ccecec2c1=0)NC(=O)N[C@H]3CCCc4c3ccecd

RUN1349

-1.49

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-065e0743-2_1

Cclc(c2cecec2en1)NC(=0)Ce3ec(cc(c3)Cl)O[C@@H]4CC(=0)N4

RUN450

-1.49

0.49
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ADA-UCB-dc2b944c-1 1

AN
/
HN 0
F H
< N
L
".
S o )

MIC-UNK-50cce87d-4_1

NN
Z

HN (@]
F H
HN
F
(@] (@]

ALP-POS-d3acb8cc-1 1
NN

=

HN (0]

Mo
(XC

MIC-UNK-d854bf4c-1_1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ADA-UCB-dc2b944c-1_1

clecc2ce(c1)ence2N3C(=0)C[N@@H+]([C@@]4(C3=0)CCOc5c4cc(cc5)Cl)ICC6CCCCCh

RUNS594

-1.49

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-50cce87d-4_1

COclccec2clce(ecnc2)NC(=0)Cc3ccec(c3)Cl

RUNG67

-1.49

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-d3ach8cc-1_1

C[C@H]1C[C@H](c2cc(ccc201)Cl)C(=0)Nc3cnccdc3ceecd

RUN1092

-1.49

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-d854bf4c-1_1

CC(=0)N1CCC2(CC1)CN(C(=0)[C@@H]2c3ccec(c3)Cl)cdcnecSedceecs

RUN3326

-1.49

0.12
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EDJ-MED-d203f206-41_1

NN
5
HN o
o
o
© N
N
o

PET-UNK-9b23ef84-10_2

RAL-THA-8416115c-8_2

NN
P/

HN (0]

/lu
()

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-d203f206-41_1

cleec2ce(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)CC(=0)NSCCC[C@@H]5CO

RUN2602

-1.49

0.46

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-9b23ef84-10_2

clcec2c(cl)ence2NC(=0)[C@@H]3CIN@](Cc4c3cc(c(c4)F)Cl)c5nenos

RUN4440

-1.48

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-9e4459de-15_12

RUN1455

-1.48

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-8416115c-8_2

clcec2c(cl)encc2NC(=0)[C@H]3CCN(c4c3cc(ccd)Cl)CC(=0)N

RUN1276

-1.48

0.25
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DAR-DIA-ecdbc7dd-8 2

NHz o}

DAR-DIA-0d514e7d-35 1
ANV
Z

HN

ZT

RAL-THA-8416115c-4_1

7

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-ecdbc7dd-8_2

clecc2c(cl)ence2NC(=0)[C@]3(CCNc4c3cec(ccd)Cl)C[NH+]5CCCCS

RUN2888

-1.48

0.13

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-35_1

C[C@H]1[C@@H](c2cc(ccc201)Cl)C(=0)Nc3enccac3ceccd

RUNB887

-1.48

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-8416115c-4_1

CCCN1CC[C@@H](c2clccc(c2)Cl)C(=0)Nc3cenccdc3ceecd

RUN1259

-1.48

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-fe871b40-14 2

clccec2c(cl)encc2NC(=0)[C@H]3CC(=0)Nc4c3cc(cn4)Cl

RUN3134

-1.47

0.15
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EDJ-MED-15e90dfc-3 1
7 N

N

HN O
F H
N
l,.
O 0]
OH

MAK-UNK-c749d764-19 4
NN
Z

HN 0
5 H
N
HoN*
o) o)

MAK-UNK-83e0a0b4-1_2

Y
Z

HN o

/'lo
(©]
O!
NN d

W

ROB-UNI-611831f5-1 1

AN
Z

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-15e90dfc-3_1

COCC[NH2+]C[C@@]1(CCOc2clce(cc2)Cl)C(=0)Nc3enccdc3ccecd

RUN3441

-1.47

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-19_4

clecee2e(cl)ence2N(C[NH3+])C(=0)C[C@H]3CCC[C@H]([C@@H]30)C(F)F

RUN1001

-1.47

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-83e0a0b4-1_2

RUN733

-1.47

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ROB-UNI-611831f5-1_1

clcce2e(cl)encc2NC(=0)Ce3cc(ce(c3)Cl)Ocdcce(c(=0)[nH]c4)N

RUN3323

-1.46

0.12
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RAL-THA-8416115c-1_4

77 N

o

N
H

MIC-UNK-cdc2493e-8 7
Y
=

HN O
N
F
(6] (6]

MIC-UNK-5a93dd5f-10 2
AN

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-8416115c-1_4

clcec(ccl)CN2CC[C@H](c3c2ccec(c3)Cl)C(=0)Ncdence5edccecs

RUN1250

-1.46

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-0676e700-14_1

clccc2e(cl)encc2NC(=0)[C@@]3(CCO )CNC(=0;

RUN2458

-1.46

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-cdc2493e-8_7

clecc2e(c1)ence2NC(=0)N(c3ccee(c3)Cl)[C@@H]4CC[C@H]SCCCC[C@H]5C4

RUNS542

-1.46

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-5a93dd5f-10_2

CC(=0)N1CC[NH+](CC1)[C@H](c2ccee(c2)Cl)C(=0)Nc3enccdc3ccecd

RUN787

-1.46

0.26
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MIC-UNK-5a93dd5f-3_6

NN
P/

HN 0
F H
N
e,
° o o)
-
OH

DAR-DIA-9e4459de-11_3

MIC-UNK-8758c41d-1 2
7 IN
N

HN O
H
N* \
H
""CHN
—
N
O (0]

MAT-POS-0c8fad4a7-1 1
7 IN
\

HN (0]
H
N
B /\/\<
Jo
o " N5 o] o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-5a93dd5f-3_6

cleec2e(cl)ence2NC(=0)[C@H](c3ccee(c3)Cl)N@@H+]4CC[C@H]5CCCC[C@@H]5C4

RUN745

-1.46

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-9e4459de-11_3

RUN1411

-1.46

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-8758c41d-1_2

clecc2c(cl)ence2NC(=0)[C@H]3CCS(=0)(=0)c4c3cc(c(c4)CI)Cl

RUN3314

-1.46

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-0c8fada7-1_1

clccc2ce(cl)encc2NC(=0)C3=CCCc4c3cc(ccd)Cl

RUNS17

-1.46

0.37
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MIC-UNK-9582b2¢5-1_7

o o
H
i
o N
© HN
o

1

o

JAG-UCB-706446eb-5 2
NN
Z

HN O
M)~
(@] (@)

EDJ-MED-e4b030d8-12_1

Y
o ~Z
F_I_F N o
F
0

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-9582b2c5-1_7

CC(=0)N1CC[C@@H]2[C@H](CL)CN(C(=0)[C@HI2c3ccce(c3)Clicdencesedccees

RUN259

-1.46

0.44

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-0676e700-9_1

clece2e(cl)encc2NC(=0)[C@@]3(CCOx 1)CNC(=0;

RUN2451

-1.46

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JAG-UCB-706446€eb-5_2

COCCN([C@H]1CCCOC1)C(=0)C[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Neacnce5edccees

RUNG625

-1.46

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-e4b030d8-12_1

clccc2c(cl)encc2NC(=0)[C@H]3Cc4cc(ccc40C3)Cl

RUN292

-1.45

0.22
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ALP-POS-fe871b40-10_1

z N—=N
| /I \
N HN NH

N
HN (@]
O
O

BEN-BAS-c2bc0d80-3 1

ALP-POS-347519b5-1 13

“
N
HN

N
O

~0 N/lo.
DAR-DIA-b4e9dd8d-6_2
7 N
<
O?NH

OH

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-fe871b40-10_1

clccc2c(cl)encc2NC(=0)[C@@H]3CCNc4c3cc(c(c4)F)Cl

RUN3123

-1.45

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

BEN-BAS-c2bc0d80-3_1

clcec2c(cl)encec2N3C(=0)[C@@]4(CCOc5c4cc(cc5)Cl)CN3

RUN1134

-1.45

0.52

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-347519b5-1_13

RUN4236

-1.45

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-b4e9dd8d-6_2

COC(=0)/C=C/C(=O)N(clcncc2clccec2)C(=0)[C@H]3COc4c3cc(cc4)Cl

RUNS3399

-1.45

0.16
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ALP-UNI-3496895b-1 2

CID: ALP-UNI-3496895b-1 2
1 )
5

SMILES:
HN o

RUN: RUN2500

(e}

\L DDG (kcal/mol): -1.45

dDDG (kcal/mol):

0.36
MIC-UNK-cdc2493e-11_1 CID: MIC-UNK-cdc2493e-11_1
7 N
\ I SM I L ES C[NH+](C)C1CCC(CC1)N(c2ccec(c2)Cl)C(=0)Ne3enccdc3cececd
HN 0o RUN: RUN550
\\H
N y DDG (kcal/mol): -1.45
s 0 o) dDDG (kcal/mol): 0.28
MAK'UNK'C749d764'3—5 CID: MAK-UNK-c749d764-3_5
Y
/ S M I L ES: CC1(C[NH2+]C1)OCN(c2cncc3c2cece3)C(=0)C[C@@H]4CCC[C@@H]([C@H]40)C(F)F
HN 0 RUN: RUN909

DDG (kcal/mol): -1.45
H LI
/N\\<
o o

dDDG (kcal/mol):

0.30
KAD'UNI'CbObebC'Z_l CID: KAD-UNI-cb0f2bbc-2_1
77 N
N I SMILES: SP— —
HN O
RUN: RUN3684
/llo

DDG (kcal/mol): -1.45
O
HO
X O
O

dDDG (kcal/mol):

0.12
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MAK-UNK-c749d764-19_7

MAK-UNK-c749d764-19 7 o
®
/ SM I L ES: clecc2e(cl)ence2N(C[NH3+])C(=0)C[C@@H]3CCC[C@H]([C@H]30)C(F)F
RUN: RUN1004
DDG (kcal/mol): -1.44
0.49

(] =

dDDG (kcal/mol):

A

MIC-UNK-08fa0751-2_1

P

o
MIC-UNK-08fa0751-2_1 oD,
NN
Z SMILES: cleec2ce(cl)encc2NC(=0)Ce3cec(ce(c3)CHC(CO)(F)F
o]
HN\?O RUN: RUN1517
/4 == N DDG (kcal/mol): -1.44
0
dDDG (kcal/mol): 0.25
ALP'POS'477dC5b7'2_2 CID: ALP-POS-477dc5b7-2_2
clccc2c(cl)encc2NC(=0)[C@H]3CCNc4c3cc(ccd)Cl

AN
2 SMILES:
o
RUN: RUN298
-1.44

; DDG (kcal/mol):
Hi dDDG (kcal/mol): 0.31
EDG-MED-balac7b9-10_1

EDG-MED-balac7b9-10_1 o
NN
/ S M I L ES: clcee2ce(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)CC(=0)NSCCCC[C@@H]5¢c6ccn[nH]6
HN
RUN: RUN2650
DDG (kcal/mol): -1.44
0.53

(e]
[¢]
o
1.

O dDDG (kcal/mol):
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DAR-DIA-f6ee7aeb-5 2

7 IN o
Y OF
HN 0 \

MAT-POS-4223bc15-26 4

EDJ-MED-15e90dfc-7_2

7 IN
\
HN

¥

sprint-8-2021-05-30-P0157-dimer-neutral-restrained

o

(0]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-f6ee7aeb-5_2

CCCOclce(ce(c1)CHC@H]2CC(=0)N(C[C@ @H]2c3c[nH]c(=0)[nH]c3=0)c4cncc5e4ccees

RUN3415

-1.44

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-4223bc15-26_4

clecc2c(cl)encc2NC(=0)[C@H]3C[N@](Cc4c3cc(cc4)Cl)CC(F)(F)F

RUN4120

-1.43

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-347519b5-3_21

RUN4304

-1.43

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-15e90dfc-7_2

CS(=0)(=0)CCNC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccdc3ccccd

RUN3458

-1.43

0.35
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LON-WEI-5e7d1b3e-34_2

ALP-UNI-b33a865d-1_4

Xy

KAD-UNI-cb0f2bbc-1_2

ALP-POS-477dc5b7-4 1

NN
e

HN (e]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-5e7d1b3e-34_2

CC(C)Cnlcc(c2ceecec2c1=0)NC(=0)N3CC[C@H](C3)c4cccecd

RUN1336

-1.43

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-b33a865d-1_4

clcec2c(cl)ence2NC(=0)[C@H]3CCN(c4c3cc(ce4)Cl)Ce5enc[nH]5

RUN357

-1.43

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

KAD-UNI-cbOf2bbc-1_2

clece2e(c1)ence2NC(=0)[C@@]13(CCOc4c3cec(ced)Cl)CINH2+]Ce5ccc(cc5)N6CCNC(=0)C6

RUN3682

-1.43

0.11

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-477dc5b7-4_1

clcce2c(cl)ence2N3CC[C@@]4(C3=0)CCOcbe4cc(ces)Cl

RUN300

-1.43

0.35
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EDG-MED-90036822-94 2

EDJ-MED-6d9ff7d0-4_1

N

HN (©]
[ITH

OJ
os
vy ‘N o
.

PET-UNK-29afeag89-1 1
I Y o
= Oul«

O
O

o

DAR-DIA-9e4459de-13_6

NN
P

HN :O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-94_2

RUN1805

-1.43

0.41

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-6d9ff7d0-4_1

COCCCINH2+][C@@]1(CCOc2clce(cc2)Cl)C(=0)Nc3enccdc3ccccd

RUN3430

-1.43

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-29afea89-1_1

C#C[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3cncecdc3ceccd

RUNG57

-1.43

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-9e4459de-13_6

RUN1430

-1.42

0.19
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ADA-UCB-dc2b944c-12 1
Y
Z

=
-
-
L d
HZNM
O

H
N

HN 0
?O

DAR-DIA-23e5a6a0-1_2
Y

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ADA-UCB-dc2b944c-12_1

Cclc2cccec2c(cn1)NC(=0)[C@@H]3CCOc4c3cc(ccd)Cl

RUNG09

-1.42

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-23e5a6a0-1_2

clece2c(c1)ence2NC(=0)[C@@HI3CCOcAc3cc(cc40[C@H]SCCCH(INH2+]5)CCCH)CI

RUN402

-1.42

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0587064e-17_1

COCCOclcc(cc2c10CC[C@@H]2C(=0)Ne3cncc4c3cceccd)Cl

RUN3369

-1.42

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ERI-UCB-d6de1f3c-2_1

clcecc2ce(cl)encc2C(=0)N3CCN(C(=0)C3)cacccc(c4)Cl

RUN1091

-1.42

0.33
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ALP-POS-e4f7337d-1_3

/IN
N

HN O
oo
I\ N
v o
0
(@]

VLA-UCB-34f3ed0c-10_1

OH

NN

Z

H
H
N

@)

N O
F;O

MAK-UNK-ffc90da7-5_1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-e4f7337d-1_3

clecc26(c1)encc2NC(=0)[C@@J3(CCOsAc3ce(ced)CI)INH2+ICIC@@HISCCIC@H](05)C(=O)N6CCCCE

RUN3567

-1.41

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-34f3ed0c-10_1

clecc2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)CCCe5cen[nH]5

RUNG38

-1.41

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-ffc90da7-5_1

C[C@@](CO)(clcce2e(cl)ence2NC(=0)Ce3ccec(c3)Cl)[NH2+]C4CC4

RUN702

-1.41

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-5ff57136-12_1

clece2c(c1)ence2N(C#CIC@@H]3CCCINH2+]3)C(=0)[C@@HIACCOC5cace(ce5)Cl

RUN1382

-1.41

0.17
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NN
Z

O NH
Y
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CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-b33a865d-1_2

clcec2c(cl)ence2NC(=0)[C@H]3CCN(c4c3cc(ce4)Cl)Cesenc[nH]5

RUN355

-1.40

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ED_-GRI-5b13fbe2-57_1

clecc2ce(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)OCe5cen[nH]5

RUN1604

-1.40

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-5a93dd5f-7_6

CC(=O)N(C)[C@H]1CC[N@@H+](C1)[C@F 1)C(=0;

RUN773

-1.40

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ED_-GRI-5b13fbe2-42_1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)OC[C@H](CF)[NH3+]

RUN1576

-1.40

0.60
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EDJ-MED-d08626de-3_1

CID: EDJ-MED-d08626de-3_1

KAD-UNI-8a629ch0-12_1

SMILES: CO[C@@]1(CCOc2c1ce(c(c2)Cl)Cl)C(=0)Ne3encedc3ceccd
HN ; o
: : 5 RUN: RUN2341
?
DDG (kcal/mol): -1.40
dDDG (kcal/mol): 0.24

CID:

KAD-UNI-8a629cb0-12_1

LON-WEI-5e7d1b3e-7_1

° SM I L ES: cleec2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)CCNC(=0)[C@H]5Ce6[nH+]ccn6Cs

RUN: RUN2094

I DDG (kcal/mol): -1.40

H dDDG (kcal/mol): 0.36

/O
BEN'DND'f2e727Cd'6_2 CID: BEN-DND-f2e727cd-6_2
Y

/ SM I L ES C[N@H+]1Cc2ccc(cc2[C@@H](C1)C(=0)Nc3cnccac3ceccd)Cl

RUN: RUN1199

DDG (kcal/mol): -1.40

dDDG (kcal/mol): 0.26

CID: LON-WEI-5e7d1b3e-7_1
NN
/ SM I L ES Cnlcc(c2cccec2¢1=0)NC(=O)NCCCIN@@H+]3CCc4cccecc4C3
HN O
RUN: RUN1315
H e
&
o o DDG (kcal/mol): -1.40
oy
O, N
7 % dDDG (kcal/mol): 0.29
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KAD-UNI-b13decd3-7_1

77 SN

N>

ﬁ[@

MAT-POS-5369c344-5_2

7 IN
N
HN 0 F
F
o’\’
F
o)

ALP-UNI-76695c4f-8_2

DAR-DIA-ecdbc7dd-15_2

77 SN

NS

H
N
o\"<>$

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

KAD-UNI-b13decd3-7_1

CC(=0)OCCnlcc(cn1)C[NH2+]C[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedence5edccecs

RUN3792

-1.39

0.15

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-5369c344-5_2

clecc2ce(cl)ence2NC(=0)[C@H]3CCOc4c3cc(cc40Cc5¢cceen5)Cl

RUN3623

-1.39

0.07

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-76695c4f-8_ 2

RUN2179

-1.39

0.43

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-ecdbc7dd-15_2

clcce2ce(cl)encc2NC(=0)[C@]3(CCNc4c3cc(ccd)Cl)CINH3+]

RUN2902

-1.39

0.33
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ERI-UCB-d6delf3c-6_1
Y

HO
2,
N+
[ :H "CN

MIC-UNK-eadeb352-4 2

NS

HN O
kl /llu
N+
H,
(0]

DAR-DIA-2964957d-1 1

AN
Z

HN (o)

OH

NN
Z HO\
-
HN o £ 3
-

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ERI-UCB-d6del1f3c-6_1

clece2c(c1)ence2C(=0)N3C[C@@H(N(C(=0)C3)cdceec(c4)Cl)CINH+]5CCCCCS

RUN1097

-1.39

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-eadeb352-4 2

CO[C@]1(CCSc2clce(cc2)Cl)C(=0)Nc3cenccac3ceccd

RUN4641

-1.39

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-2964957d-1_1

clccc2c(cl)ence2Ne3ce(c(=0)c3=0)Ncdccec(c4)Cl

RUNS15

-1.39

0.63

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

FRA-DIA-b66f7109-4_1

clcec2c(cl)ence2NC(=0)[C@H]3CCNc4c3cc(cc4Cl)O[C@@H]5CC(=0)N5

RUN399

-1.39

0.35
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KAD-UNI-8a629ch0-22_ 1

N
e

HN

(¢}
o
(e}
HO EO

MIC-UNK-cdc2493e-24 1

MAT-POS-8a69d52e-5 1
AN
P

NH3;

F

o

MAK-UNK-c749d764-24 1

AN

5
HN 0
H e
N~‘<
o o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

KAD-UNI-8a629cb0-22_1

clecc2ce(cl)encc2NC(=0)[C@@]3(CCOx )CI)CCNC(=0; {]c(=0)[nH]6)nc5

RUN2104

-1.39

0.41

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-cdc2493e-24_1

clccc2c(cl)encc2NC(=0)N(CCn3cncn3)c4ccec(c4)Cl

RUNS75

-1.39

0.43

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-8a69d52e-5_1

C[C@H]1COc2ccc(cc2[C@H]1C(=0)Nc3cnccac3ccccd)Cl

RUN372

-1.39

0.52

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-24_1

CCN(clencc2clceeec2)C(=0)C[C@@H]3CCCIC@@H]([C@@H]30)C(F)F

RUN1030

-1.39

0.32
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LAU-MED-88a3970a-6_1

ANV
P

MAT-POS-e9e99895-2_6

N
5

HN o]
’ ;
o

ALP-POS-2dal9ca7-7_7

NN
5

HN

(¢}
[¢]

H

-

o
-
-
Q
o

. 4

o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LAU-MED-88a3970a-6_1

clccc2ce(cl)encc2NC(=0)[C@H]3CCOc4c3cc(cc4CCCO)CI

RUN1500

-1.39

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-4_2

CS[C@H]1CCC[C@@H]([C@@H]10)CC(=0)Nc2cnce3c2cece3

RUN914

-1.39

0.48

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-e9e99895-2_6

CC(C)IN@H+1CCOC@@H)(CL)C(=0)N[C@](C )CHC(=0

RUN2240

-1.38

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-2dal9ca7-7_7

RUN2388

-1.38

0.48
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MAT-POS-fce787c2-6 1

MAT-POS-fce787c2-6_1

clccc2c(cl)encc2NC(=0)C(c3ccee(c(c3)ClCl)(F)F

RUN2151

-1.38

0.43

CID:
3N
e
e o SMILES:
. RUN:
OJ\NH DDG (kcal/mol):
O\l dDDG (kcal/mol):
ED_-GRI-5b13fbe2-45_1 o
I Y
P SMILES:
HN
RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ED_-GRI-5b13fbe2-45_1

RUN1584

-1.38

0.32

CID:
NN
5
SMILES:
HN (e]
RUN:
o DDG (kcal/mol):

dDDG (kcal/mol):

KAD-UNI-8a629cb0-39_1

cleee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)ICCC(=0)NSCCH(C5)COCE

RUN2121

-1.38

0.36

Z SMILES:
RUN:
DDG (kcal/mol):

7 % dDDG (kcal/mol):

CID:

MAK-UNK-c749d764-2_1

CC[C@@H]1CCC[C@@H]([C@@H]10)CC(=0)Nc2cnce3c2ccee3

RUN897

-1.38

0.49
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PET-UNK-bb7ffe78-3 1
7 IN
N

LON-WEI-4d77710c-34 2
NN
~Z

HN o

EDG-MED-70ae9412-2_2

77 N

N>

HN o
F
H
F N
F /\«
Q (o]
\s‘ o) o)
NH3

EDJ-MED-50011917-1 2

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-bb7ffe78-3_1

CCCclcc(cc(cl)CCC(=0)Nc2encc3c2ceccc3

RUNS3330

-1.38

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-4d77710c-34_2

CC(C)Cnlcc(c2ceecec2c1=0)NC(=0)N3CC[C@H](C3)c4cccecd

RUN217

-1.38

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-70ae9412-2_2

C[NH+](C)CC(=O)NC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccac3ccccd

RUN3168

-1.37

0.39

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-50011917-1_2

clccc2c(cl)ecncc2NC(=0)Ce3cc(ce(c3)Cl)C[C@H]4CC(=0)N4

RUN371

-1.37

0.31
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MAK-UNK-c749d764-24 5

77 SN

N>

ﬁ[’@

PET-UNK-d61f3ea6-2_2
Y

N

HN (0]

f /ho

LON-WEI-5e7d1b3e-43_1

NN
HN o
N
N2k ao: 0
o
—
—-N\/

N

DAR-DIA-0d514e7d-32_10
NN
Z

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-24_5

CCN(clencc2clceeec2)C(=0)C[C@@H]3CCCIC@@H]([C@H]30)C(F)F

RUN1034

-1.37

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-d61f3ea6-2_2

CC(C)(C)S(=0)(=O)IN@]1C¢

@@H)(C1)C(=0 el

RUN4738

-1.37

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-5e7d1b3e-43_1

Cclce(c(cclCl)OC)NC(=0)Nec2en(c(=0)c3c2cccec3)CC(C)C

RUN1350

-1.36

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-32_10

clece2c(c1)ence2NC(=0)[C@HIB[C@@HJ4C[C@@H4CO[C@H]S[C@@HI3C=C(C=C5)CI

RUNB859

-1.36

0.17
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EDG-MED-balac7b9-14 8

N
5

HN (e]

o

(o]

ALF-EVA-07677224-4 11

/|N
N

HN (e]
N

ADA-UCB-dc2b944c¢-10_1

AN
/
HN 0
F H
N
".
S o )

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-balac7b9-14_8

C[N@]1CCN(C[C@H]1C#N)C(=0)C[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Nedence5eaceees

RUN2673

-1.36

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALF-EVA-07677224-4_11

RUN4918

-1.36

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ADA-UCB-dc2b944c-10_1

Cclc(c2ccececec2en1)NC(=0)[C@@H]3CCOc4c3cc(ccd)Cl

RUNG08

-1.36

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-0676e700-19_1

clece2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)CNC(=0)C5(CCS(=0)(=0)CC5)C#N

RUN2465

-1.36

0.26
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LON-WEI-5e7d1b3e-4 1

N

ALP-UNI-3496895b-2 4
G
rd

/
O
[e]
[e]
(EOH
o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-5e7d1b3e-4_1

Cclcee(c(cl)Br)NC(=0)Nc2en(c(=0)c3c2ccee3)CC(C)C

RUN1311

-1.36

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-18_5

CC(C)SCN(clence2elceec2)C(=0)C[C@@H]3CCC[C@@H]([C@H]30)C(F)F

RUN994

-1.36

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CHO-MSK-a31cca77-1_1

clcec2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)CC(=0)Ne5nnco5

RUN2191

-1.35

0.39

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-3496895b-2_4

4c300(cod)CI)CC(

RUN2504

-1.35

0.45
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EDJ-MED-40433386-8_1

BEN-BAS-5c03e89e-2 1

s

HO
/,'
l N* h
H "CN 5(
O

PET-UNK-acd70dee-3 1

77 N

N

HN

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-40433386-8_1

clccc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CNC(=0)[C@]5(CCOCS5)C#N

RUN2559

-1.35

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

BEN-BAS-5c03e89e-2_1

CC(C)([C@@H]1C=Nc2ccc(cc2[C@@H]1C(=0)Nc3cencc4c3cccc4)Cl)O

RUN1144

-1.35

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-acd70dee-3 1

clecc2ce(cl)ence2NC(=0)[C@@]3(CCOc4c3cec(ccd)Cl)OCe5neess

RUN4190

-1.35

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-UNI-ee5ed7c8-9 1

CN(clc2ceecc2enclC#N)C(=0)Cc3ccec(c3)Cl

RUN1907

-1.34

0.50
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LON-WEI-9739a092-10 1

77 SN
N

HN (0]
H
H
N
N* 1)
I‘—| O (0]

DAR-DIA-5ff57136-9_1

ALF-EVA-07677224-1 2

/lN
N

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-9739a092-10_1

COclc(cc(cnl)Br)Nc2cec(cc(c2)Cl)CC(=0)Ne3cencecdc3ccecd

RUN3276

-1.34

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-5ff57136-9_1

COC(=0)/C=C/C(=0)N(cLence2clecce2)C(=0)[C@@HIBCCOcAc3ee(ced)Cl

RUN1378

-1.33

0.53

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALF-EVA-07677224-1_2

Cclnc(ns1)S(=0)(=0)[N@]2C

@@H](C2)C(=0

RUN4895

-1.33

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-de59a476-2_2

CO[C@H](clcee(c(c1)Cl)Cl)C(=0O)Nc2encc3c2cccec3

RUN2218

-1.33

0.55
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EDG-MED-balac7hb9-3 1

NN
5

HN (¢}

o
o
O; NH
—

EDJ-MED-00143744-1 1
7 IN
N

F
d
-
-

HN OO N/
%u [)

LON-WEI-4d77710c-1_1

F

Y
b

=

HN 0
N

q

ALP-UNI-8e43ar7le-4 3
NN
Z

HN o

LI
HO

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-balac7b9-3_1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CC(=0)N(CCO)C5CCs

RUN2624

-1.33

0.51

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-00143744-1_1

Cn1c(nnn1)COC[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Ncacnec5cdccees

RUN3166

-1.33

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-4d77710c-1_1

Cnlcc(c2ccecc2c1=0)NC(=O)NCc3cc(ccc30C)0C

RUN193

-1.33

0.11

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-8e43a7le-4_3

4c300(cod)CI)CC( =0)ceeeninH]e

RUN2944

-1.33

0.06
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ALP-UNI-8e43a71e-5 3

LON-WEI-4d77710c-35_4

NN
Z
[TTH
o
DAR-DIA-5d6f1b43-12 1
NN

./
o F
HN (@)
»’S\.n
N
N /N/)
O

VLA-UCB-1dbca3b4-15 2

F

NN
b

F F

HN 0
N

g

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-8e43a7le-5_3

RUN2946

-1.32

0.42

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-4d77710c-35_4

Cclcec(ccl)CIN@H+]2CC[C@H](C2)CNC(=0)Nc3cen(c(=0)c4c3cecccd)CC(C)C

RUN225

-1.32

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-5d6f1b43-12_1

clccc2c(cl)encc2N3CC4(CCCCC4)CN(C3=0)c5ccec(c5)Cl

RUN489

-1.32

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-1dbca3b4-15_2

clccc2c(cl)encc2NC(=0)[C@H]3CCOc4c3cc(cc4)Cl

RUN172

-1.32

0.11
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ALP-UNI-44c99a80-1_1

NN
P/
HN 0 o
/ :o
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DAR-DIA-0f2f46¢9-7_4

/IN
N

HN o
H
N F H
\ N
Q\HJEQ
N
F o) o)

KAD-UNI-877d7bed-12_2

7 IN
N
HN o)
(§N
N H
I \N\_ /"
NS
o) o}

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-44c99a80-1_1

clcecc2c(cl)encc2N(Ce3enc[nH]3)C(=0)Cc4cccc(c4)Cl

RUN458

-1.32

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-d203f206-24_1

clcee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)CC(=0)NSCCO[C@@H](C5)Cnéccnné

RUN2588

-1.32

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0f2f46¢9-7_4

CNS(=0)(=0)[N@]1CC[C@H](c2clcce(c2)Cl)C(=0)Nc3enccdc3ceccd

RUN3237

-1.32

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

KAD-UNI-877d7bed-12_2

clcee2e(c1)ence2NC(=0)[C@H]3CCOc4c3cc(cc40CC[C@@H]5C(=0)NC(=0)N5)Cl

RUN3752

-1.32

0.12
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MAK-UNK-8be7dca9-9 2

NN
Z

HN 0
HO H
- N
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o o
H
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o N
© HN
o

1
N

ALP-UNI-8e43a7le-2_5

/IN
\

N (@)
H% /
<Nj.‘\\
(0]

MAK-UNK-ffc90da7-6_2
NN
Z

HN o

~C

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-8be7dca9-9 2

clcc2c(cc1C(=0)[0-])cncc2NC(=0)[C@H]3CCOc4c3cc(cc4)Cl

RUNS10

-1.32

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-9582b2c5-1_4

CC(=0)N1CC[C@H]2[C@H](C1)CN(C(=0)[C@@H]2c3ccee(c3)ClicacnceSedceees

RUN255

-1.32

0.65

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-8e43a7le-2_5

RUN2928

-1.32

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-ffc90da7-6_2

C[C@H](C[NH2+]CCCO)clcec2ence(c2¢1)NC(=0)Cc3ccec(c3)Cl

RUN706

-1.31

0.25

- 229 -
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JAG-UCB-f37eaal4-1 1

o o
H
i
o N
© HN
o

1
N

U

<KIN
HN o
Eo; g

MIC-UNK-66895286-5_1

EDJ-MED-37aac4bd-6_1
I\

<

F
d
-
-

ALP-UNI-0676e700-1_1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JAG-UCB-f37eaal4-1_1

clece2c(cl)ence2N3CC[C@@]4(C3=0)COc5e4cc(c(c5)F)Cl

RUNS3055

-1.31

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-66895286-5_1

clccc2ce(cl)c(c[nH]c2=0)CC(=0O)Nc3ccee(c3)Cl

RUNS31

-1.31

0.43

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-37aac4bd-6_1

COC[C@@]1(CCOc2clcc(cn2)Cl)C(=0)Nc3enccdc3ccecd

RUN3149

-1.31

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-0676e700-1_1

Cc1[nH]n2¢c(=0)c(cnc2n1)C(=0)NC[C@]3(CCOc4c3cc(ced)Cl)C(=0)Ne5encebeseeeet

RUN2442

-1.31

0.42
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MIC-UNK-a28eba03-4 1
NN

JOH-UNI-6fede743-1_1

N
2

HN o]
NG

ERI-UCB-ce40166b-10 2

(o]

NN
Z
HN 0
0

~

MAK-UNK-8be7dca9-1 2

NH;

\N
Z NH
|
HN (o) N = N

~

(o]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-a28eba03-4_1

CC1(CCN(CC1)C(=0)Cc2ence3c2ceec3)C

RUN1877

-1.31

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-UNI-6fede743-1_1

clccc2c(cl)c(cnc2C(F)F)NC(=0)Cc3ccec(c3)Cl

RUN1166

-1.31

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ERI-UCB-ce40166b-10_2

clcec2c(cl)encc2CC(=0)Ne3cec(ce(c3)O[C@H]4CCC(=0)N4)C#N

RUN49

-1.31

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-8be7dca9-1 2

clce2c(ccICN3CC[NH2+]CC3)encc2NC(=0)[C@H]4CCOc5c4cc(cce5)Cl

RUN493

-1.30

0.43
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LON-WEI-4d77710c-48_1

NN
v
HN o

PET-UNK-c9c1e0d8-3 2

NN
~Z
HNE ;o
ALF-EVA-5b152d2f-4 1

NN
e

HN [e]
[e]

NH*

PET-UNK-03fd2068-4_2

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-4d77710c-48 1

CC(C)Cnlcc(c2cccec2c1=0)NC(=0)NCCc3cc(ccc30C)0C

RUN240

-1.30

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-c9c1e0d8-3_2

clccc2c(cl)encc2N3CCC[C@H](C3=0)c4cccc(c4)Cl

RUN121

-1.30

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALF-EVA-5b152d2f-4_1

clccc2c(cl)encc2NNC(=0)[C@@H]3CCOc4c3cc(cc4)Cl

RUN2354

-1.29

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-03fd2068-4_2

CS(=0)(=0)[N@]1Cc2ccc(cc2[C@@H](C1)C(=0)Nc3enccac3cecc(cd)F)Cl

RUN4409

-1.29

0.21
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DAR-DIA-0d514e7d-31_14

sprint-8-2021-05-30-P0157-dimer-neutral-restrained

AN
o0
(% AN

IVS-FNM-f9a14d04-1 1

H

N
HgN/\<
O

o

EDJ-MED-f893e2a1-6_1

o Ooh—N/
g

MIC-UNK-50cce87d-7_1

NN
y/
HN o

ZT

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-31_14

C[C@H]1CCO[C@@H]2C=CC(=C[C@H]2[C@H]1C(=0)Nc3cnceac3ccecd)Cl

RUNB847

-1.29

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

IVS-FNM-f9a14d04-1_1

COclc(cceclCl)CCCC(=0)Nc2encc3c2cccc3

RUN490

-1.29

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-f893e2al-6_1

cleec2ce(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CINH2+]C[C@@H]5CC(=0)NC5

RUN3203

-1.29

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-50cce87d-7_1

Cclcccc2cle(cnc2)N3CC[C@@H](C3=0)c4ccec(c4)Cl

RUNG68

-1.29

0.28
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EDJ-MED-40433386-1_2

KAD-UNI-877d7bed-9_1

7 |N
N
HN O
H L
.‘\
(e} o
...
O N
g
/ ‘o

NAU-LAT-b7d8c353-8 2

77 N

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-40433386-1_2

RUN2555

-1.29

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

KAD-UNI-877d7bed-9_1

Cnlce(en1)CIN@@H+2C[C@@H]2C0c3cc(ccdc30CCIC@@HIAC(=0)Ne5encebeseeees)Cl

RUN3736

-1.29

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

NAU-LAT-b7d8c353-8_2

clcc(c2ence(c2c1)NC(=0)[C@H]3CCOc4c3cc(ccd)Cl)CINH3+]

RUN457

-1.29

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

KAD-UNI-cbOf2bbc-15_1

CINH2+1C 0)[0)S(=0)(=0)(0-]

RUN3700

-1.28

0.16
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DAR-DIA-Ocdel4eb-57_2

DAR-DIA-23e5a6a0-9 1

sprint-8-2021-05-30-P0157-dimer-neutral-restrained

~
HO ==

NN
Z

HN

loe,

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-971238d3-3_1

clcec2c(cl)encec2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)CCO

RUN1468

-1.28

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-33_6

CS(=0)(=0)N(c1cnec2clccec2)C(=0)C[C@H]3CCC[C@@H]([C@H]30)C(F)F

RUN1083

-1.28

0.44

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-Ocdel4eb-57_2

C[C@H](clccee(cl)C2(CC2)F)C(=0)Ne3cenccdc3ceccd

RUN26

-1.28

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-23e5a6a0-9_1

clece2c(c1)ence2NC(=0)[C@@H]3CCOcAc3co(cc4CIC@@H]SCCH(CCE)CINH2+]5)CI

RUN418

-1.27

0.40
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NIR-THE-af15c¢15d-1 2

CID: NIR-THE-af15c15d-1 2
7 IN
\ SM I L ES CC#CC(=0)N(clcncc2clceec2)C(=0)[C@H]3COc4c3cc(ccd)Cl
HN o) H_ H
( ! RUN: RUN3320
(o]
O
DDG (kcal/mol): -1.27
(0]
dDDG (kcal/mol): 0.13
ALP—UNI-8e43a71e—15_22 CID: ALP-UNI-8e43a71e-15_22
7 IN
S M I L ES: (c1)encc2NC(=0)[C@]3(CCOc4c3ec(ced)CI)CC(=0)N[C@@HISCIC@HIB[C@@H]SCIC@H](CE)C(=0)N
N
\/N o RUN: RUN3003
= DDG (kcal/mol): -1.27
o dDDG (kcal/mol): 0.12
‘JOH'UNI'ea72002d'5_1 CID: JOH-UNI-ea72002d-5_1
3
Z
S M I L ES C=CS(=0)(=0)NN(clcncc2cleccc2)C(=0)[C@@]3(CCOc4c3cec(ccd)ClF
HNYo
(j:)’ RUN: RUN2494
l DDG (kcal/mol): -1.27
5& dDDG (kcal/mol): 0.31
BEN—BAS-50038896—1_1 CID: BEN-BAS-5c03e89e-1_1
NN
/ SM I L ES CC(C)([C@@H]1COc2cce(cc2[C@@H]1C(=0)Nc3enccac3ccee4)Cl)O
HN 0 RUN: RUN1143
HO
<
" DDG (kcal/mol): -1.27
0
N 5(
o) o)

dDDG (kcal/mol):

- 236 -
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MIC-UNK-eadeb352-6 1

SMILES:
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

CID:

MIC-UNK-ea4eb352-6_1

CO[C@@]1(C[N@@](Ct )CI)CI)S(=0)(=0)C)C(=0;}

RUN4646

-1.27

0.29

RAL-THA-c11c1343-1 2
NN
= SMILES:

HN o

RUN:

H

ng DDG (kcal/mol):
7N

dDDG (kcal/mol):

CID:

RAL-THA-c11c1343-1_2

CC(=0)N1CC[C@H](c2clccc(c2)Cl)C(=0)Nc3cnccdc3ccccd

RUN1228

-1.27

0.27

ALP-UNI-3496895b-15 3

ALP-UNI-3496895b-15_3

HI(CB)IC(=ON

RUN2533

-1.27

0.31

CID:
CC
-
SMILES:
RUN:
© DDG (kcal/mol):
V dDDG (kcal/mol):
MAT-POS-e69ad64a-1_1 .
W
7 SMILES:
RUN:
° o DDG (kcal/mol):

e]
\|\( dDDG (kcal/mol):

MAT-POS-e69ad64a-1_1

C=CC(=0)N(clcncc2clceec2)C(=0)[C@@H]3CCNc4c3ec(ce4)Cl

RUN2328

-1.27

0.30
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VLA-UCB-34f3ed0c-21_2
NN
SR

(0]

MAT-POS-f9802937-5 1

MAT-POS-3b97339c-1_3

| )
s
HN (@]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-34f3ed0c-21_2

clcce2c(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)C(=0)CC[C@H]5CC(=0)NC5

RUNG649

-1.27

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-f9802937-5_1

CNC(=0)C[C@@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccdc3ccecd

RUN2396

-1.27

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-5f1400cf-1_6

Cnlec(en1)N2CCIC@@H](C2)CINH2+]CIC@I3(CCOcAc3ee(ced)Cl)C(=0)NeSenceseseeees

RUN4511

-1.26

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-3b97339c-1_3

clcee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)CI)ICNC(=0)[C@]5(CCSC5)0

RUN3299

-1.26

0.17
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LEE-CAM-7ab9b158-1_5

0.

/

MAT-POS-e9e99895-8 4

NN
&

HNY{)

R

DAR-DIA-6a508060-5_2

AN
o

N
e

N
*o

HN o
;o? :I\
HN o

EDJ-MED-d203f206-33_1

NN
5

HN

o
o
o
o
\
NH
T

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LEE-CAM-7ab9b158-1_5

C[NH+](C)[C@@H]1COC[C@@H]10C[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedence5caccees

RUN2203

-1.26

0.42

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-e9e99895-8 4

Cclne2n(n1)C[C@H](CC2)C(=0)N[C@](C) 1)CI)C(=0

RUN2257

-1.26

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-6a508060-5_2

clecc2ce(cl)ence2NC(=0)[C@H]3CCOc4c3cc(cc4C[C@@H]5CC(=0)N5)CI

RUN341

-1.26

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-d203f206-33_1

RUN2595

-1.26

0.30
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MAT-POS-3b92565d-7_1

DAR-DIA-f6ee7aeb-5 1

7 IN
\
HN o

H
O\’ /’o,

(@] C

H /'lo
N

I\“ 0..
o]

MAK-UNK-c749d764-16_4

NN
2

HN O

X
Vs

ZT

BEN-DND-c852¢c98b-4 1

NN

-0

CID:

SMILES:
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-3b92565d-7_1
Cnlce(c2ccece2c1=0)NC(=0)Ce3ce(cce30C)Cl
RUN113
-1.25

0.30

CID:

SMILES:
RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-f6ee7aeb-5_1

CCCOclce(ce(c1)CHC@@H]2CC(=0)N(C[C@@H]2¢3c[nH]c(=0)[nH]c3=0)c4cncesedceees

RUN3414
-1.25

0.17

CID:
SMILES:
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-16_4
CIC@MIN(EIenceze1ecec2)C(=0ICICOMBCCCICO @HIICO@HROICER
RUN977
-1.25

0.34

CID:
SMILES:
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

BEN-DND-c852c98b-4_1
clec2ence(c2cc10)NC(=0)[C@@H]3CCOc4c3ee(ce)Cl
RUN1207
-1.25

0.31
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H
N

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-36_2

clece2c(c1)ence2NC(=0)[C@@I3(CCO INC(=0)[C!
RUN1711
-1.25
0.46

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-cdc2493e-8_5

clece2e(c1)encc2NC(=0)N(c3ccee(c3)Cl)[C@@HJACC[C@@H]5CCCC[C@H]5C4

RUNS540

-1.24

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-50c39ae8-8_2

cleec2c(cl)ence2NC(=0)[C@@H]3CCOc4c3cc(cc4O[C@H]5CC(=0)NS5)CI

RUN389

-1.24

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-9739a092-4 2

CCN(Cclcce(cel)F)c2ec(ce(c2)Cl)CC(=0)Nc3cenccdc3ceecd

RUN3272

-1.24

0.15
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MAT-POS-b5746674-102_1

AN

o

HN o
;o; ;

o
4,

H.N*

DAR-DIA-Ocdel4eb-55 1

N
P

KAD-UNI-8a629cb0-11 1

B
5

HN

NH!

|
MAT-POS-dd3ad2b5-1 1
7 N
s

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-b5746674-102_1

CCCCN(CCCNC(=0O)Nclen(c(=0)c2clcecc2)CC(C)C)e3ccece3

RUNS83

-1.24

0.41

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-Ocdel4eb-55_1

C[C@@H](clccee(c1)C2(CC2)C)C(=0)Nc3cncecdc3ccecd

RUN21

-1.24

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

KAD-UNI-8a629cb0-11_1

clecc2e(cl)encc2NC(=0)[C@ @]3(CCOc4c3cc(ccd)Cl)CCNC(=0)Ce5e(=0)[nH]enc5[0-]

RUN2096

-1.24

0.55

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-dd3ad2b5-1_1

C[N@@H+]1Cc2ccc(cc2[C@@H](C1)C(=0)Nc3cnccac3ccccd)Cl

RUN3529

-1.23

0.15
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MAT-POS-2905de8c-3_2

MIC-UNK-d854bf4c-4 1

7 IN o
\ o‘l(
NH,
HN O N

O
O

MIC-UNK-b9827126-5 1

7 IN
N
N
HN 0 \

NH3
NN
7]
N
N

s

(0]

ALP-UNI-8e43a7le-1_4

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-2905de8¢c-3_2

C[NH+](C)[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3cnccac3ceecd

RUN2232

-1.23

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-d854bf4c-4_1

CC(=0)N1CCC2(CC1)CCN(C(=0)[C@@* e

RUNS3337

-1.23

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-b9827126-5_1

Cclcec(ccIN2CCN(CC2=0)C(=0)c3cncc4c3ccccd)Cl

RUN3256

-1.23

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-8e43a7le-1_4

RUN2922

-1.23

0.13
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MAT-POS-fh82b63d-1_1

/IN
N

HN (@]
: N
(6] O

MIC-UNK-67d4a29a-4 1
ANV
Z

HN O
HO
/,'
N* LT
H N
(0] (0]

MAK-UNK-c749d764-33 7
RN
Z

HN O
‘o H I
\3
‘\
O O

MAT-POS-4223bc15-41 2

7 IN
\ O« /
-«

»

~0
HN o) /)

o)

o)

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-fb82b63d-1_1

clcece2ce(cl)encc2NC(=0)[C@ @H]3c4cc(ccc4CCINH2+]3)Cl

RUN3163

-1.23

0.10

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-67d4a29a-4_1

CN(clcncc2clc(ccc2)OC)C(=0)Ce3ccec(c3)Cl

RUN1090

-1.23

0.44

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-33_7

CS(=0)(=0)N(c1cncc2clceec2)C(=0)C[C@@H]3CCC[C@H]([C@H]30)C(F)F

RUN1085

-1.23

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-4223bc15-41_2

CnlcncclC(=0)N2Cc3ccc(ce3[C@H](C2)C(=0)Nc4cnec5caccec5)Cl

RUN4164

-1.23

0.16
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JOH-UNI-f51e3bbc-1_2

NN
b/
MIC-UNK-bcd487e9-6_2
7 IN
N

O

H
d
N F H
\+<N
F o) o)

MIC-UNK-0a05c952-2_6

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-UNI-f51e3bbc-1_2

clcece2ce(cl)c(c[nH]c2=0)NC(=0O)[C@H]3CCOc4c3cc(cc4)Cl

RUN1159

-1.22

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-bcd487e9-6_2

clcce2c(cl)encc2NC(=0)N(C[C@H]3CCCS3(=0)=0)c4ccce(c4)Cl

RUNS93

-1.22

0.42

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-0a05c952-2_6

clccc2c(cl)ence2N3[C@H](CC[C@@H](C3=0)c4ccec(c4)Cl)[C@H]5CO5

RUNS3510

-1.22

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LAU-MED-88a3970a-2_1

clccec2c(cl)encc2NC(=0)[C@H]3CCOc4c3cc(cc40CCO)CI

RUN1498

-1.22

0.16
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MAK-UNK-c749d764-25 5

NN
y/ SMILES:

HN 0
RUN:
H N
N DDG (kcal/mol):
o} o
— (6]
N

dDDG (kcal/mol):

CID:

MAK-UNK-c749d764-25_5

COC(=0)N(clence2elecce2)C(=0)C[C@@HIBCCCIC@@H](C@HIBO)C(FIF

RUN1042

-1.22

0.29

RAL-THA-c9f97604-1 1

RAL-THA-c9f97604-1_1

clccc2c(cl)ence2NC(=0)[C@H]3c4cc(ccc4[C@H]5CC[C@@H]305)Cl

RUNS584

-1.22

0.36

CID:
ANV
P SMILES:
HN 0 RUN:
%,
HN* H DDG (kcal/mol):
(D
o o dDDG (kcal/mol):
ALP-UNI-8e43a7le-5 6 .
7 IN
N SMILES:
HN ¢} RUN:

HO DDG (kcal/mol):
\\/llu

o dDDG (kcal/mol):

ALP-UNI-8e43a7le-5_6

RUN2950

-1.22

0.10

EDJ-MED-fcha3f31-6_1

CID:
N
S5

SMILES:
RUN:
DDG (kcal/mol):
N\O Y/
Prg dDDG (kcal/mol):

EDJ-MED-fcba3f31-6_1

clcee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)ICOC[C@H]SCCNC5=0

RUN2542

-1.22

0.38
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BEN-DND-c852c98b-3 2

NN
5

DAR-DIA-6a508060-11_2

CE oy

©] HN*
N
//:
O
o

ADA-UCB-dc2b944c-6_1

NN
y
HN O
= A
3

) -
N -
\‘ OH

MAK-UNK-c749d764-29 3

1 1OH

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

BEN-DND-c852c98b-3_2

CC(C)(clcecc2encc(c2c1)NC(=0)[C@H]3CCOc4c3cc(cc4)Cl)O

RUN1209

-1.21

0.41

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-6a508060-11_2

clece2c(cl)encc2NC(=0)C3CC(C3)[C@H]4C[C@@H]4C!

RUN347

-1.21

0.43

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ADA-UCB-dc2b944c-6_1

clcecc2c(cl)encc2NC(=0)N(CCC34CCC(03)CC4)c5ecec(c5)Cl

RUNG04

-1.21

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-29_3

clece2c(c1)ence2N(C(=0)CIC@@H]3CCCIC@H]([C@@HIB0)C(F)F)C(=0)ON

RUN1064

-1.21

0.29
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CHO-MSK-a3lcca77-4 2

H.N

T\

MIC-UNK-cdc2493e-7 1

NN
P

P«@

o“‘

ALP-UNI-3496895b-5_6

CID:

SMILES:
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

CHO-MSK-a31cca77-4_2
clece2c(c1)encc2NC(=0)[C@]3(CCOc4c3cc(ced)C)CC(=0)Ne5ncons
RUN2198
1.21

0.44

CID:

SMILES:
RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-5e7d1b3e-35_1
CoLece(6c1)CING @HHIZCCIC@BHI(CACNC(=OINGIeN(c=O)cAcTecccd)CCC)C
RUN1342
-1.21

0.37

CID:
SMILES:
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-cdc2493e-7_1
clece2e(cl)ence2NC(=0)N(c3ecce(c3)CHC@@H]4CCe5eeeeesCa
RUNS31
-1.21

0.27

CID:
SMILES:
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-3496895b-5_6

RUN2517

-1.21

0.36
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MAT-P0OS-8a69d52e-4 1

Y

b N
o/
-—

HN O

ALP-POS-fe871b40-2_2
7 N

N

HN o N

(0]

PET-UNK-d61f3ea6-4_1

MIC-UNK-d854bf4c-2_1

D

HN o)
H
H
N
w N
,‘4 o] o)

/’Q\/ \N'l,O
oo NHS

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-8a69d52e-4_1

C[C@@H]1COc2ccc(cc2[C@@H]1C(=0)Nc3cnccdc3ccccd)Cl

RUN366

-1.20

0.46

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-fe871b40-2_2

clccc2c(cl)encc2NC(=0)[C@H]3CCNc4c3cc(cc4C#N)CI

RUN3108

-1.20

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-d61f3ea6-4_1

clcce2c(c1)ence2NC(=0)[C@@H]3C[N@ @](Ceac3ec(ced)Cl)S(=0)(=0)[N@@]5CCC(C5)(F)F

RUN4741

-1.20

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-d854bf4c-2_1

CC(=0)N1CCC2(CC1)CN(C(=0)[C@@H]2c3cce(c(c3)Cl)Clcdcnce5eaceees

RUNS3332

-1.20

0.17
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ALP-POS-5bb456a5-7 4

VLA-UNK-8e76d113-4 1

HO

LON-WEI-5e7d1b3e-35_4

sprint-8-2021-05-30-P0157-dimer-neutral-restrained

AN
5

OH

HNE ;O
?
o
~ O e
-
-
o

{ﬁ

7 IN

S
HN o
H
N

o) o)

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-5bb456a5-7_4

clcee2e(c1)ence2NC(=0)[C@]3(CCOc4c3cc(cc4)Cl)CC(=0)NSCC[NH+](CC5)[C@H]6CCOCE

RUN2439

-1.20

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-8e76d113-4_1

CO[C@]1(CCNc2clcc(c(c2C#N)CI)Cl)C(=O)Nc3cnccdc3cececd

RUN3856

-1.20

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-5e7d1b3e-35_4

Cclcec(ccl)CIN@H+]2CC[C@H](C2)CNC(=0)Nc3en(c(=0)c4c3cecccd)CC(C)C

RUN1344

-1.20

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-cf877el1d-2_3

CN(C)S(=0)(=0)IN@@]1C @)(C1)(C(=0 oc)cl

RUN4558

-1.20

0.22
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MIC-UNK-91acba05-3 1

DAR-DIA-0d514e7d-32_27

NN
P

MAK-UNK-c749d764-20 6
Y
~Z

HN O

EDG-MED-balac7b9-27 3
7 N

NS

22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-91acba05-3_1

clecc2c(cl)ence2NC(=0)[C@@H]3CCS(=0)(=0)c4c3cc(ccd)Cl

RUN472

-1.19

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-32_27

clece2c(c1)ence2NC(=0)[C@@HI[C@HIACIC@@HI4CO[C@H]S[C@HI3C=C(C=C5)CI

RUNB876

-1.19

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-20_6

CCCN(clcnec2cleecc2)C(=0)C[C@H]3CCC[C@@H]([C@H]30)C(F)F

RUN1011

-1.18

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-balac7b9-27_3

RUN2725

-1.18

0.16
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RAL-THA-8416115c-10_2

NN
Z

O NH
N (6]
(R) .~ 7
11 HY 4
N\/I :O
(0] (0]

MIC-UNK-cdc2493e-8 1
I Y

=
%nq}

ALP-UNI-8e43a7l1le-15 4

o o
H
i
o N
© HN
o

1
N

ALP-POS-347519b5-3_59

/IN
N

HN O
—
N— /llu
N+
H,
O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-8416115c-10_2

CNC(=0)CN1CC[C@@H](c2clcce(c2)Cl)C(=0)Nc3enccac3ccccd

RUN1284

-1.18

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-cdc2493e-8_1

cleec2c(cl)ence2NC(=0)N(c3ccee(c3)ClC@@HJACC[C@@H]5CCCC[C@@H]5C4

RUNS36

-1.18

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-8e43a7le-15_4

CCEONIC@H] HISCIC@@H](C)C(=ON

RUN2986

-1.18

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-347519b5-3_59

RUN4326

-1.18

0.17
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MAK-UNK-c749d764-3 2
ANV
~Z

H
H
‘\N
0
H.N
)‘ "
[¢]
H

EDJ-MED-37aac4bd-3 2

N

HN (©)

(o)

( v\’\N“.N

/%(\\N

NH;

VLA-UCB-34f3ed0c-4 1
Y
=

HN O
HO H
< N
L
F
(6] (6]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-3_2

CC1(C[NH2+]C1)OCN(c2cnce3c2ceee3)C(=0)C[C@H4CCCIC@@H]([C@@H]40)C(F)F

RUN905

-1.18

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-5e7d1b3e-49 1

Cnlcc(c2ccecec2c1=0)NC(=0O)NCc3cccen3

RUN1357

-1.18

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-37aac4bd-3_2

COC[C@]1(CCOc2clcc(cc2F)F)C(=0)Nc3cncecdc3ccecd

RUN3146

-1.18

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-34f3ed0c-4_1

clccc2e(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)CINC(=0)Ceseen[nH]5

RUNG629

-1.18

0.37
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ALP-POS-2dal9ca7-2 1

MAT-POS-b5746674-98 1

NN
v
HN o

CHO-MSK-a3lcca77-2_2

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-2dal9ca7-2_1

RUN2375

-1.18

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-c82a5324-1_1

CNC(=0)[C@@H](CO)IN@@H+]1C @@H](C1)C(=0

RUN4719

-1.18

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-b5746674-98_1

Cnlce(c2ccecc2c1=0)NC(=O)NCCC[N@@H+]3CCc4cceccdC3

RUN73

-1.18

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CHO-MSK-a31cca77-2_2

CnlcnncINC(=0)C[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Ncdcnce5edceees

RUN2195

-1.17

0.34
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DAR-DIA-e7614d05-1 2

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-e7614d05-1_2

clecc2c(cl)ence2NC(=0)[C@]3(CCOc4c3cc(ccd)Cl)OC(F)(F)F

RUN2479

-1.17

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-ea4eb352-11_1

CO[C@@]1(CCNc2clcc(c(c2)F)Cl)C(=0)Nc3cencedc3cceed

RUN4657

-1.16

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-0676e700-21_1

clcee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ced)CI)CNC(=0)c5cec(ce5)OCC(=0)N

RUN2472

-1.16

0.39

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-5e7d1b3e-5_1

Cnlcc(c2cceec2c1=0)NC(=0O)Nc3cee(c(c3)0OC)OC

RUN1313

-1.16

0.27
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ALP-POS-347519b5-2_28
77 N

N

HN (e}

/lu

N
H;
O« o

\J

/ ‘o
EDG-MED-70ae9412-1 2

NN
Z

HN (@]
= A
(6] O

EDJ-MED-e4b030d8-2_1
NN
Z

HN o

HO
\\/llu

VLA-UCB-1dbca3b4-14 2
ANV
Z

HN O

(@]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-347519b5-2_28

(0)(=0)C)C(=0)

RUN4276

-1.16

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-70ae9412-1_2

clecc2ce(cl)ence2NC(=0)[C@]3(CCOc4c3cc(cc4)Cl)ICNC(=0)Cn5cencs

RUN3164

-1.16

0.11

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-e4b030d8-2_1

C[C@@H]1C[C@H](c2cc(ccc201)Cl)C(=0)Nc3cnccdc3ccecd

RUN284

-1.16

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-1dbca3b4-14_2

C[C@]1(c2cc(ccc20CC1=0)Cl)C(=0)Nc3cncc4c3cececsd

RUN173

-1.16

0.25
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DAR-DIA-53551¢c05-10_1

NN
2

HN (©]
/"'
[¢]

RAL-THA-e002€396-11 2

77 N

N

\¥NH Eo
s

N
H

MIC-UNK-5a93dd5f-9 5

AN
s
HN\éo

EDJ-MED-7320d5d2-1 2

NN
~
HN (@]
(@]
)\H [ITH
(0]
(@]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-53551¢c05-10_1

clccc2c(cl)encc2CN3c4cc(ccc4C(=0)C3=0)Br

RUN141

-1.16

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-e002e396-11_2

COC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3cnccdc3ceccd

RUN3470

-1.16

0.12

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-5a93dd5f-9_5

CN(C)[C@@H]1CCIN@@H+](CL)[C@F 1)C(=0;

RUN782

-1.16

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-7320d5d2-1_2

clcece2c(cl)encc2NC(=0)Cc3cc(cc(c3)Cl)O[C@H]4CC(=0O)N4

RUN125

-1.16

0.32
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EDJ-MED-50011917-3 2

MIC-UNK-5a93dd5f-7_5
NN
s

HN o

DAR-DIA-0d514e7d-27_1

NN
Z

\

(0] 1 HN o
H
3
N F H
\\F«N
F o o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-50011917-3_2

COclc(cc(cc1CC(=0)Nc2ence3c2cece3)Cl)C[C@H]4CC(=0)N4

RUN380

-1.16

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-05e671eb-34_1

Cclccec2cl[C@@H](CCO2)C(=0)Nc3cnccdc3cececd

RUN2072

-1.16

0.38

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-5a93dd5f-7_5

CC(=O)N(C)[C@@HJICCIN@@H+](CL)[C@t )C(=0;

RUN772

-1.16

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-27_1

C[C@@]1(c2cc(ce(c20CC1(C)C)OC)CI)C(=0)Nc3enccac3eeccd

RUNBS830

-1.15

0.34
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MAK-UNK-8be7dca9-4 2
NN
=

HN O
H
)\(N
—— NH+
\ (0] (6]

MAT-POS-8a69d52e-6_1

A NH;
N
Z
N/ l
HN 0 \N
N

s

(0]

DAR-DIA-0f2f46¢9-9 2
7 IN
\

p

F
° o o}
-
OH

DAR-DIA-23e5a6a0-7_1

@ .

S5~
. 4
e

NH*

»

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-8be7dca9-4 2

clcc2ence(c2ccIN3CCINH2+]CC3)NC(=0)[C@H]4CCOc5c4ce(cc5)Cl

RUNS05

-1.15

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-8a69d52e-6_1

C[C@@H]1COc2ccc(cc2[C@H]1C(=0)Nc3cncc4c3ccecd)Cl

RUN374

-1.15

0.38

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0f2f46¢9-9_2

CNS(=0)(=0)[N@]1CC[C@H](c2clcce(c2)Cl)C(=0)Nc3enccdc3ceccd

RUN3243

-1.15

0.15

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-23e5a6a0-7_1

clece2c(c1)ence2NC(=0)[C@@H]3CCOcAc3co(cc4CIC@@H]SCCH(INH2+]5)CCCE)C

RUN413

-1.15

0.37
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o
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PET-UNK-12d8d43f-2_1
NN
Z

MAK-UNK-8be7dca9-6 1

NN
P

HN (0]
F
F N
F /\«
O
o o
NH3

ADA-UCB-dc2b944c-3 1

N

——
\\\ /
NH*

NN
Z

HN 0
F H
\+«N
F o) o)

DAR-DIA-5d6f1b43-10 1

a)?/\,\, Ny
SN 7
LN HN o ’O

O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-12d8d43f-2_1

COC(=0O)N(clcncc2clcecc2)C(=0)Cc3ccec(c3)Cl

RUN1496

-1.15

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-8be7dca9-6_1

clece(c2ence(c2c1)NC(=0)[C@@H]3CCOc4c3cc(ccd)Cl)CINH3+]

RUNS501

-1.15

0.49

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ADA-UCB-dc2b944c-3_1

clccc2c(cl)encc2NC(=0)N(CCC3CCCCC3)c4cc(ccc4O)Cl

RUNG02

-1.15

0.43

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-5d6f1b43-10_1

cleccc2c(cl)encc2N3CCC4(CCCCC4)N(C3=0)c5ccec(c5)Cl

RUN487

-1.15

0.32
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ALP-UNI-3496895b-5_3

DAR-DIA-0f2f46¢9-8 1

77 SN

N

@

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-3496895b-5_3

RUN2514

-1.15

0.39

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0f2f46c9-8_1

CNS(=0)(=0)[N@@]1CC[C@@H](c2c1cce(c2)Cl)C(=0)Ne3ence4c3ccecd

RUN3239

-1.15

0.11

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-UNI-ea72002d-3_4

clece2c(c1)ence2[C@H(C(=0)[C@HIBCCOcAc3ec(ced)Cl)NSC(=0)C=CC5=0

RUN2487

-1.14

0.57

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-balac7b9-15 5

C[C@@H]1C[N@@H+](CCN1C(=0)C[C@]2(CCO 1)C(=0)

RUN2679

-1.14

0.16
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MIC-UNK-cdc2493e-19 1

MIC-UNK-9582b2¢5-3 1

sprint-8-2021-05-30-P0157-dimer-neutral-restrained

NN
Z

HN 0
N !
HD-KN
0 0

Y

U 2

HN o

FRA-DIA-c7e803f4-1 2

NN
y/

HN O

)

A

N’\’ /
0 H NH*

PET-UNK-689df078-4 2

77 SN

N

HN o) N

N\

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-cdc2493e-19_1

CC(C)CCCN(cleceec(cl)Cl)C(=0)Nc2enec3c2ccec3

RUNS67

-1.14

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-9582b2c5-3_1

CC(=0)N1CC[C@@H]2[C@@H](C1)CN(C(=0)N2c3ccee(c3)Cl)cdcnceseaccecs

RUN270

-1.14

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

FRA-DIA-c7e803f4-1_2

clccc2ce(cl)encc2NC(=0)[C@H]3COc4c3cccc4Cl

RUN453

-1.14

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-689df078-4_2

C[N@H+]1CC(=0O)N(C(=0)[C@@H]1c2ccee(c2)Cl)c3encc4c3ccecd

RUN3106

-1.14

0.12
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ADA-UCB-dc2b944c-7_1

o o o
&
) OH

JOH-UNI-f51e3bbc-4 2
NN
Z

HN O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ADA-UCB-dc2b944c-7_1

clcece2ce(cl)encc2NC(=0)[C@@H]3CCOc4c3cc(ccd)F

RUNG03

-1.14

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-c66144cb-3_2

clccec2c(cl)encc2NC(=0)[C@H](CCC3CCCCC3)c4ccec(c4)Cl

RUN134

-1.14

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-6864a934-7_1

clcee2c(c1)ence2NC(=0)[C@@13(CCO INC(=0

RUN2612

-1.14

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-UNI-f51e3bbc-4_2

COclc(c2cececc2en1)NC(=0)[C@H]3CCOc4c3cc(ccd)Cl

RUN1165

-1.13

0.34
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VLA-UNK-ba665ac8-1 1

77 N

N

HN

O
F H
< N
L d
M .
-
OH

EDJ-MED-50011917-2_2

NN
Z

H

\

NN
Z

(0] NH
HO
X1l
N
(e} O

EDG-MED-90036822-29 1

AN

P

g f i’
? S
N

/ &

ALP-POS-d3acb8cc-2 1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-ba665ac8-1_1
cleec2c(c1)ence2N3C(=0)CINH2+][C@@]4(C3=0)CCOc5cacc(cc5)Cl
RUN3295
-1.13

0.16

CID:

SMILES:
RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-50011917-2_2
Cele(ce(ceLO[C@H]2CC(=0)N2)CI)CC(=0)Ne3encedc3cceed
RUN376
-1.13

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-d3ach8cc-2_1
C[C@@H]1C[C@@H](c2cc(ccc201)Cl)C(=0)Ne3encedc3ececd
RUN1093
-1.12

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-29 1
CIC@H)(C(=0)NIC@IL(CCOC2e1ce(ce2)CC(=0)Nedenceacceeed)O
RUN1698
-1.12

0.28
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EDJ-MED-1981ceba-2_3

MAK-UNK-c749d764-20 4

sprint-8-2021-05-30-P0157-dimer-neutral-restrained

NN
Z
HN o

LI
N
(0] O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-1981ceba-2_3

clcee2e(cl)ence2NC(=0)[C@@H]3C[N@](Ce4c3ec(ce4)Cl)S(=0)(=0)N5CCC5

RUN4687

-1.12

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-89b52b17-4 1

clece2c(c1)ence2NC(=0)[C@HI3c4cc(cccACIN@IS[C@@H]3CCCS5(=0)=0)Cl

RUN4666

-1.12

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LAU-MED-88a3970a-4_1

clccec2c(cl)encc2NC(=0)[C@H]3CCOc4c3cc(cc40CCCO)CI

RUN1503

-1.12

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-20_4

CCCN(clcnec2clceecc2)C(=0)C[C@H]3CCC[C@H]([C@@H]30)C(F)F

RUN1009

-1.11

0.29
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MIC-UNK-bcd487e9-8 1

NN

EDJ-MED-6d9ff7d0-10_1

~

(0]

EDG-MED-balac7b9-23 3

77 N

NS

VLA-UCB-1dbca3b4-6 2

NN
Z

HN o

/OJ

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-bcd487e9-8_1

cleccc2c(cl)encc2NC(=0)N(Ce3[nH]ncn3)c4cccc(c4)Cl

RUNS596

-1.11

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-6d9ff7d0-10_1

CS(=0)(=0)CCC[NH2+][C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccac3ceccd

RUN3438

-1.11

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-balac7b9-23 3

RUN2709

-1.11

0.15

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-1dbca3b4-6_2

clccc2c(cl)ence2n3c(ce(c30)c4ccec(c4)Cl)O

RUN157

-1.11

0.22
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ALP-POS-6d96567b-2_2

PET-UNK-bb7ffe78-2_1

N

“
N

HN O

A

H’\/’.N
—

BEN-DND-a7517465-2_1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-6d96567b-2_2

clcce2c(c1)ence2N(Ce3c[nH]c(=0)[nH]c3=0)C(=0)[C@H]4CCOc5c4cce(c5)Cl

RUN3586

-1.10

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-bb7ffe78-2_1

clccc2c(cl)encc2NC(=0)Ce3cc(ce(c3)Cl)OC(F)(F)F

RUNS3331

-1.10

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

BEN-DND-a7517465-2_1

clcc2ence(c2¢(c1)O)NC(=0)[C@@H]3CCOc4c3cc(ccd)Cl

RUN1479

-1.10

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

NAU-LAT-2fed8305-1_1

CC(C)(clccece(cl)Cl)C(=0)Nc2ence3c2ccee3

RUN1104

-1.10

0.46

- 267 -



sprint-8-2021-05-30-P0157-dimer-neutral-restrained

PET-UNK-dd44aeb6-1 1
NN
Z

HN O/’C\\SN/\

MIC-UNK-cdc2493e-4 2

NN ° o
y
HN 0 N

(0]
(@]

ALF-EVA-ced740bd-1 2
NN
~Z

/N; ;O
KAD-UNI-8a629cb0-17_1

NN
5
HN o
o
o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-dd44aeb6-1_1

clccc2ce(cl)encc2NC(=0)Cce3cc(ccc3F)Cl

RUN426

-1.10

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-cdc2493e-4_2

clccc2c(cl)encc2NC(=0)N(c3ccec(c3)Cl)C4C[C@H]5CCC[C@@H]5C4

RUNS528

-1.10

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALF-EVA-ced740bd-1_2

COclc(cce2elce(cnc2)NC(=0)[C@H]3CCOc4c3cc(ccd)Cl)Cl

RUN2789

-1.10

0.09

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

KAD-UNI-8a629¢cb0-17_1

RUN2099

-1.10

0.36
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ALP-POS-5bb456a5-9_1

DAR-DIA-0f2f46¢9-13_3

77 N
S

HN o]
F H
< N
L3
N\«O y
OH

BEN-DND-f2e727cd-2_1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-5bb456a5-9_1

CCNC(=0)C[NH+]1CCN(CC1)C(=0)C[C@@]2(CCOc3c2cc(ce3)CI)C(=0)NedenceSedceces

RUN2443

-1.09

0.44

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0f2f46¢9-13_3

CN(C)S(=0)(=0)IN@ @]1CC[C@H](c2c1cce(c2)Cl)C(=0)Ne3ence4c3ececd

RUN3249

-1.09

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

BEN-DND-f2e727cd-2_1

clccc2ce(c1)encc2NC(=0O)N3CCNc4c3cc(cc4)Cl

RUN1191

-1.09

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-4223bc15-16_1

)cnee2NC(=0)[C@@H) )S(=0)(= HISCO

RUN4073

-1.09

0.11
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ERI-UCB-b3e6b0c2-7_1

DAR-DIA-6a508060-5_3

Y
A
N

HN O
(4
O
o

ALP-POS-5bb456a5-1_1

N
5
HN o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ERI-UCB-b3e6b0c2-7_1

COCCOclccc2encc(c2c1)NC(=0)[C@@H]3COc4c3cc(cc4)Cl

RUN3040

-1.09

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-6a508060-5_3

clecc2ce(cl)ence2NC(=0)[C@@H]3CCOc4c3cc(cc4C[C@H]5CC(=0)N5)CI

RUN342

-1.09

0.55

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-5bb456a5-1_1

RUN2406

-1.09

0.44

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-5b0345c3-1_1

COclccec2clee([nH]2)C(=0)N3Ce

[C@@H](C3)C(=0; |

RUNS3883

-1.09

0.16

- 270 -



sprint-8-2021-05-30-P0157-dimer-neutral-restrained

MAT-POS-e9e99895-9 1

F

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-e9e99895-9 1

C[C@@](clece(c(c1)CCI)(C(=O; (=0)CO (=O)N

RUN2261

-1.09

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-9 1

C[NH2+]CC(=0)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccdc3ceccd

RUN1665

-1.08

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-8416115c-5_3

clcee2c(cl)ence2NC(=0)[C@@H]3CCN(c4c3cc(cc4)Cl)Ce5[nH]cen5

RUN1265

-1.08

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-SUS-a69¢159d-1_1

Cclc2cccec2c(cn1)NC(=0)[C@@H]3CCOc4c3cc(ccd)Cl

RUN1116

-1.08

0.23
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NN
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ALP-POS-64a710fa-1_1

NN
Z

HN o

DAR-DIA-0f2f46¢9-7_1

“
N
HN

N
o

{7

H

N
O

o

F

EDJ-MED-e4b030d8-4 1

o HAO/\/O N\
o N 5
o
N HN (O

O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ADA-UCB-dc2b944c-2_1

COclccc(ccIN(CCC2CCCCC2)C(=0)Nec3cnccdc3ceccd)Cl

RUNG05

-1.08

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-64a710fa-1_1

clcecc2c(cl)encc2CC(=0)N(CCC3CCCCC3)Ceaccecsd

RUN464

-1.08

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0f2f46¢9-7_1

CNS(=0)(=0)[N@@]1CC[C@@H](c2c1cce(c2)Cl)C(=0)Nc3ence4c3ccecd

RUN3234

-1.08

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-e4b030d8-4_1

clecc2c(cl)ence2NC(=0)[C@@H]3CCOc4c3cc(cc40C5COC5)Cl

RUN287

-1.08

0.39
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KAD-UNI-cb0f2bbc-21 1
Y

N

41(1(} :

N
\\N/N

MAT-P0OS-8293a91a-6_2

/|N
N

MAT-POS-8a69d52e-4 2

X
+¢
HN O
0]
M
% Hz’\, NI{

MAT-POS-e9e99895-13 4

N
T
HN o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

KAD-UNI-cbOf2bbc-21_1

Cnlee(n2ele(en2)C#N)CINH2+]C[C@I3(CCOcAc3cc(ced)Cl)C(=0)Ne5encebeseeees

RUN3707

-1.08

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-8293a91a-6_2

RUNS097

-1.08

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-8a69d52e-4_2

C[C@H]1COc2ccc(cc2[C@@H]1C(=0)Nc3cncc4c3ccecd)Cl

RUN367

-1.08

0.46

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-e9e99895-13 4

C[C@](c1cee(c(c1)CI)CI)(C(=0)Nec2enee3c2ecce3)NC(=0)[C@HJ4CCIN@ @H+](C4)C

RUN2270

-1.07

0.43
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EDJ-MED-ee07cf00-17_2
7 N

NS

DAR-DIA-53551¢c05-11 2

&

W
g~
O
’
il,.
!

MIC-UNK-5a93dd5f-2_5
AN
~Z

O

N =

L

CID:

SMILES:
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee07cf00-17_2

clece2e(cl)encc2NC(=0)[C@t

I)NC(=0)Cndc(=0

RUN2844

-1.07

0.30

CID:

SMILES:
RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-78e1d523-1 2
clece2c(c)ence2NC(=0)[C@H]3CCScac3cc(ced)Cl
RUN3279
-1.07

0.16

CID:
SMILES:
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-53551¢c05-11_2

clcce2e(cl)encc2Cl (=0)C3=0;

1)O[C@H]6CC(=0)N6

RUN145

-1.07

0.34

CID:
SMILES:
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-5a93dd5f-2_5
C160026(eNCCNC(=0)C@@HI(350cc(GIICHNHHACICO@HISCCCTIC@HISCA
RUN738
-1.07

0.33
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LON-WEI-4d77710c-39 1

O

PET-UNK-c9c1e0d8-4 1

NN
~

HN o

I,"

VLA-UNK-70dd90ef-1_1

AN
~
HN O
H
N H
/ N
Y/
F
(0] (@]

FRA-DIA-Ofa076fe-1_1

o o
H
i
o N
© HN
o

1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-4d77710c-39_1

C[C@@H](CCclcccol)NC(=0)Nc2en(c(=0)c3c2ccece3)C

RUN226

-1.07

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-c9c1e0d8-4_1

clccc2ce(cl)encc2N3CC[C@@H](C3=0)c4ccec(c4)Cl

RUN122

-1.06

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-70dd90ef-1_1

clccc2c(cl)encc2N3C(=0)[C@]4(CNc5cdcec(cc5)CI)NC3=0

RUN3302

-1.06

0.11

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

FRA-DIA-Ofa076fe-1_1

clccc2ce(cl)encc2NC(=0)[C@H]3COc4c3cccc4Cl

RUN417

-1.06

0.48
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MAT-POS-78e1d523-4_1

VLA-UNK-70dd90ef-2_1

7 IN
N
OH
o
o
N
H

HN
F
0 F

KAD-UNI-80f122¢8-3_1

NN
5
HN o

N
Oc o

s o

ALP-POS-fe871b40-11 1

2 IN
N
o F
HN 0
N |\
N/
X H

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-78e1d523-4_1

CO[C@@]1(CCOc2clcc(c(c2)Cl)CI)C(=0)Nc3cnccdc3ececd

RUN3286

-1.06

0.15

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-70dd90ef-2_1

clcec2c(cl)encc2N3C(=0)[C@@]4(c5cc(ccc5ENC4=0)CI)NC3=0

RUNS3303

-1.06

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

KAD-UNI-80f122¢c8-3_1

CC(= 0)CIC@@HIBCS

RUN2288

-1.06

0.46

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-fe871b40-11 1

CO[C@@]1(CCOc2clce(c(c2)F)CI)C(=0)Nc3enccdc3ccecsd

RUN3129

-1.06

0.15
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NAU-LAT-a5c7d7cb-4 1

~

0o

o

AN
S
HN (@]
HO H
/\H N
NH* o

LON-WEI-5e7d1b3e-17_1

*¢

N
HN ’O

o
NH
N

I

N
H

o

MAK-UNK-ffc90da7-7_4

AN
~Z

HN O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

NAU-LAT-a5c7d7cb-4_1

clccc2c(cl)encc2CC(=0)N(Cc3ccesc3)caccec(c4)Cl

RUNS76

-1.06

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-5e7d1b3e-17_1

CC(C)Cnlcc(c2ccecec2c1=0)NC(=0)NCCc3ccc(ce3)Cl

RUN1324

-1.06

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-ffc90da7-7_4

CC(C)OC[C@H]([C@H](c1ccee(c1)Cl)C(=0)Ne2ence3c2ecced)[NH2+]C

RUN713

-1.06

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALF-EVA-5b152d2f-8_1

clec2¢(cc1CC3CC3)encc2NC(=0)[C@@H]4CCOc5c4cc(ce5)Cl

RUN2362

-1.06

0.48
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VLA-UNK-f49ebb87-1_2

EDG-MED-balac7b9-4 2

sprint-8-2021-05-30-P0157-dimer-neutral-restrained

NN
-

HN .;O
-

O\>.N/*(H

e

DAR-DIA-féee7aeb-4_4

(e}

AN

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-f49ebb87-1_2

clccc2e(cl)encc2NC(=0)[C@H]3c4cc(cccdNC(=0)03)Cl

RUN3102

-1.06

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-balac7b9-4_2

4c300(cod)Cl)CO(= @@H|(CE)0

RUN2625

-1.06

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-8416115c-6_2

clcec2c(cl)encc2NC(=0)[C@H]3CCN(c4c3cc(ce4)Cl)Ce5een[nH]5

RUN1268

-1.06

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-f6éee7aeb-4 4

RUN3417

-1.05

0.17
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MAR-UCB-6ab2ec87-4 1

NH,

~ A
,J

HN

(e}

MAT-POS-4223bc15-24 2

OH

NIR-THE-3fc2bec4-1 1
7 IN
\

HN O

ZT

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAR-UCB-6ab2ec87-4_1

clcece2ce(cl)encc2NC(=0)[C@@H]3COc4c3cc(cc40)Cl

RUN3027

-1.05

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-4223bc15-24_2

CN(C)C(=0)C[N@H+]1Cc2ccc(cc2[C@@H](C1)C(=0)Nc3enccdc3ccccd)Cl

RUN4110

-1.05

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-e9e99895-2_5

CC(C)IN@@H+]1CCO[C@@H](CL)C(=0)NIC@](C )CHC(=0

RUN2239

-1.05

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

NIR-THE-3fc2bec4-1_1

CO[C@]1(CCNc2clcc(c(c2)F)Cl)C(=0)Nc3cnccdc3cececsd

RUN3275

-1.05

0.11
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EDG-MED-90036822-91 1
NN

MIC-UNK-67d4a29a-2_1

NN
Z

Jovies

DAR-DIA-0587064e-10 1
7 N

N

HN 0
N !
HD-KN
0 0

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-91_1

clecc2ce(c1)encc2NC(=0)[C@@]3(CCOx )CI)NC(=0)[C@@F )[NH3+]

RUN1799

-1.05

0.41

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-fce787c2-4_2

clccc2c(cl)encc2NC(=0)[C@H](c3cce(c(c3)Cl)CI)O

RUN2148

-1.04

0.42

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-67d4a29a-2_1

CN(clcencc2clc(cecc2)F)C(=0)Cce3ccec(c3)Cl

RUN1088

-1.04

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0587064e-10_1

clcec2e(cl)ence2NC(=0)[C@@H]3CCOc4c3cc(cc4OCCC(F)(F)F)Cl

RUNS3355

-1.04

0.17
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~
N
HN

-—

DAR-DIA-0f2f46¢9-10_3

N
(@)
F H
< N
M
(@] (0]

MAT-POS-3b97339c-2_1

Y
P/
HN 0 N

vy

o

ZT

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0f2f46¢9-10_3

clcee2ce(cl)ence2NC(=0)[C@@H]3CCIN@](c4c3cc(ced)Cl)S(=0)(=0)[0-]

RUN3244

-1.04

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

NAU-LAT-4ce8bf23-1_1

CC(=O)NC[C@@H](clcncc2clccecc2)C(=0)Nc3ccec(c3)Cl

RUN1389

-1.03

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-SUS-a69¢159d-3_2

clccc2ce(cl)c(cnc2C(F)F)NC(=0O)[C@H]3CCOc4c3cc(cc4)Cl

RUN1121

-1.03

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-3b97339¢-2_1

clccec2c(cl)encc2NC(=0)[C@]3(CCOc4c3cc(cc4)Cl)[NH3+]

RUN3296

-1.03

0.11
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ERI-UCB-ce40166b-12 1
H.N"* NN
~Z

HN 0]
&

MIC-UNK-cdc2493e-1 1

ANV
2

HN O

DAR-DIA-9e4459de-15 10
Y
e

HN (e}

(¢]

A

DAR-DIA-0d514e7d-32_9
Y
~Z

HN O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ERI-UCB-ce40166b-12_1

clcecc2ce(cl)encc2CC(=0)Ne3cce(ce(c3)Ocdccencd)CHN

RUNS1

-1.03

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-cdc2493e-1_1

clccc2c(cl)encc2NC(=0)N(CCC3CCCC3)c4ccec(c4)Cl

RUNS521

-1.03

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-9e4459de-15_10

RUN1450

-1.03

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-32_9

clece2c(c1)ence2NC(=0)[C@@HIB[C@@HI4C[C@@HI4CO[C@H]S[C@@H]3C=C(C=C5)CI

RUNB858

-1.03

0.23
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ALP-POS-2dal9ca7-7_4

NN

HN (¢}
° ;
o
b
o

BEN-DND-c852c98b-5_1

AN
Z

HN O
H
N=01N
/(\N/N o ! o;

LON-WEI-5e7d1b3e-34_1

{7

o

MAT-POS-e9e99895-13 7

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-2dal9ca7-7_4

RUN2383

-1.03

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

BEN-DND-c852c98b-5_1

CS(=0)(=0)clcec2ence(c2c1)NC(=0)[C@@H]3CCOc4c3cc(ccd)Cl

RUN1210

-1.03

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-5e7d1b3e-34_1

CC(C)Cnlcc(c2cccec2c1=0)NC(=0)N3CC[C@@H](C3)c4cccecd

RUN1335

-1.03

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-e9e99895-13 7

C[C@@](c1cce(c(c1)CI)CI)(C(=0)Nec2ence3c2eece3)NC(=0)[C@HIACCIN@H+](C4)C

RUN2273

-1.02

0.23
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DAR—DIA—6a508060—8 2

/
:; 7

pe

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

DAR-DIA-6a508060-8_2

clcecc2ce(cl)encc2NC(=0)[C@H]3CCOc4c3cc(ccd)C5CCh

RUN345

-1.02

0.37

LON-WEI-4d77710c-27 1
NN

P SMILES:

Oj/N RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

LON-WEI-4d77710c-27_1

CC(C)Cnlcc(c2cceecc2c1=0)NC(=0O)NC3CCCCCC3

RUN211

-1.02

0.22

VLA-UNK-3a43cd95-4 1

N SMILES:
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

CID:

VLA-UNK-3a43cd95-4_1

clcce2c(c1)encc2N3C(=0)C[C@@]4(C3=0)COc5c4cc(c(c5)F)Cl

RUNS3191

-1.02

0.14

DAR-DIA-6a508060-5_1

o o
H
i
o N
© HN

1 RUN:

SMILES:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

DAR-DIA-6a508060-5_1

clece2c(c1)ence2NC(=0)[C@@H]3CCOcAc3co(cc4CIC@@H]SCC(=0)N5)CI

RUN340

-1.02

0.45
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MAK-UNK-c749d764-10_3

ANY
/.
o
o)
N -
N/ m\\
\ o)

LON-WEI-9739a092-3_1

N
O

HN

F H
‘ C <S N
OH o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-10_3

CSN(clencc2clcecc2)C(=0)C[C@@H]3CCC[C@H]([C@@H]30)C(F)F

RUN943

-1.01

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-eadeb352-4 1

CO[C@@]1(CCSc2clce(cc2)Cl)C(=0)Ne3enccdc3ccecd

RUN4640

-1.01

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-1981ceba-4_2

cleee2e(c1)encc2NC(=0)[C@HIBCIN@@](Cedc3cc(ccd)Cl)S(=0)(=0)NSCC(C)CHN

RUN4694

-1.01

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-9739a092-3_1

COclcc(ccclNc2cec(cc(c2)Cl)CC(=0)Ne3cnccdc3ccecd)Br

RUN3267

-1.01

0.14
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MAT-P0OS-2492181e-10_4

CID: MAT-POS-2492181e-10_4
S M I L ES C[C@H]1CCCC[N@H+]1CCCNC(=0)Nc2en(c(=0)c3c2ccec3)CC(C)C
RUN: RUN110
DDG (kcal/mol): -1.01
dDDG (kcal/mol): 0.18
ALP-U NI'O676e7OO'18_2 CID: ALP-UNI-0676€700-18_2
N
7 SMILES: s e
HNVO
(j:)’ RUN: RUN2464
0 DDG (kcal/mol): -1.01
(o]
. dDDG (kcal/mol): 0.34
RAL'THA'84161150'2_3 CID: RAL-THA-8416115¢c-2_3
SMILES: CN1CC[C@H](c2c1ccc(c2)ClC(=0)Ne3encedcdcoccd

WN
Z
o NH
RUN: RUN1253
ol\ { >
N
5 o DDG (kcal/mol): -1.00

zZ

dDDG (kcal/mol): 0.25
MIC-UN K'O8fa0751'1_1 CID: MIC-UNK-08fa0751-1_1
Y
/ S M I L ES clcec2e(cl)encc2NC(=0)[C@@H]3CCOc4c3cce(cc4C(CO)(F)F)CI
HN (@]
RUN: RUN1519
§
N/ « DDG (kcal/mol): -1.00
= o o
#o
N dDDG (kcal/mol): 0.30

0]
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LEE-CAM-7ab9b158-1_3

; “‘No
JAG-UCB-f37eaal4-9 2
7 IN
\

N

HN 'OI,CN?“C)

ALP-UNI-0676e700-5_1

T

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LEE-CAM-7ab9b158-1_3

CINH+(C)[C@@H]1COC[C@H]10CIC@@]2(CCOc3c2cc(ced)Cl)C(=0)NedenceSedccees

RUN2202

-1.00

0.44

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JAG-UCB-f37eaal4-9 2

clece2ce(c1)encc2N3CC[C@@]4(C3=0)CIN@](c5c4cc(cc5)Cl)C6CC(=0)C6

RUN3071

-1.00

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-0676e700-5_1

clcee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ced)CI)ICNC(=0)c5ccec(c5)0OCC(=0)N

RUN2449

-1.00

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-2905de8¢c-2_2

C[NH2+][C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3ence4c3ceecd

RUN2230

-1.00

0.48
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EDG-MED-balac7b9-30 2

7 IN
(\ N
N
H,N* \) HN o)
o

BEN-DND-a02b439d-15 2
7 IN
\

HN O
H (0]
N
/llu
‘o
O

MIC-UNK-0a05c952-3 6

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-balac7b9-30_2

CINH+]1CCC(CCN(CCO)C(=0)CIC@]2(CCO )C(=0)

RUN2741

-1.00

0.10

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-UNI-ea72002d-4_2

cleec2e(cl)ence2[C@](C(=0)[C@@H]3CCOc4c3cc(ced)Cl)(NSC(=0)C=CC5=0)F

RUN2490

-1.00

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

BEN-DND-a02b439d-15_2

C[N@H+]1Cc2cc(c(cc2[C@@H](C1)C(=0)Nc3encc4c3ccec4)Cl)Cl

RUNS3673

-0.99

0.11

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-0a05c952-3_6

clcce2c(c1)ence2N3[C@H](C[C@@H](C3=0)c4ccc(c(c4)Cl)CI[C@H]5CO5

RUNS3517

-0.99

0.24
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EDJ-MED-f893e2al1-7_2

N

ALP-UNI-4b8al77c-1_1

NN
Z

HN O

\
- -
O= \
N loe,
-
N N
O O

MAK-UNK-c749d764-15 1

NN
Z

ED_-GRI-5b13fbe2-12_1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-f893e2al-7_2

clece2c(c1)ence2NC(=0)[C@]3(CCOcAc3co(ced)Cl)CINH2+ICe5elnH]c(=0)05

RUN3207

-0.99

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-4b8al77c-1_1

clcece2ce(cl)encc2NC(=0)[C@@H]3CCOc4c3c(ccc40)Cl

RUN1173

-0.99

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-15_1

RUN959

-0.99

0.08

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ED_-GRI-5b13fbe2-12_1

clccc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(cecd)C)OCCIN@@H+)(CCO)CCOCCO

RUN1540

-0.99

0.32
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EDJ-MED-009f762b-4 2
NN
Z

N
HN O
HN\/%’H
HN
\O
(o) )

H
N

MIC-UNK-cdc2493e-14 2
NN

Z

HN o)
F H
N
N
< ! F o o)
N o
H

ALP-POS-a0adabd7-1_2
7
N

H

N

O\>.N/*<H

e

N

LON-WEI-5e7d1b3e-51 1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-009f762b-4_2

Ccl[nH]c(c[nH+]1)CIN@H+]2C¢

@@H](C2)C(=0 1

RUNS3913

-0.99

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-cdc2493e-14_2

clece2e(cl)ence2NC(=0)N(c3ceee(c3)CHC@HI4CCIC@@H](C4)INH+]5CCCCCS

RUNS56

-0.99

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-a0adabd7-1_2

clece2c(c1)ence2NC(=0)[C@]3(CCOc4c3cce(c4)Cl)CNe5c[nH]c(=0)[nH]c5=0

RUN3562

-0.99

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-5e7d1b3e-51_1

Cclc(c(on1)C)CCNC(=0)Nc2en(c(=0)c3c2ccece3)CC(C)C

RUN1360

-0.98

0.17
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KAD-UNI-cbOf2bbc-14_1

-

DAR-DIA-0d514e7d-33_1

N
P
HN o
H .EQ
N
SO
O ‘N
/7 o

ALP-POS-a577c8a2-3 1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

KAD-UNI-cbOf2bbc-14_1

COC(=0)clenc(cn1)Cn2ccc(n2)C[NH2+]C[C@]3(CCOc4c3cc(ced)Cl)C(=0)Ne5encebeseeeet

RUN3705

-0.98

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-33_1

clcec2e(cl)encc2NC(=0)[C@H]3c4cc(ccc4O[C@@H]5[C@@H]I3C5)CI

RUNBS880

-0.98

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-a577c8a2-3_1

clecc2e(cl)ence2NC(=0)[C@@H]3CIN@ @](S(=0)(=0)c4c3ec(ce4)Cl)CeS[nH]cens

RUN4628

-0.98

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-9739a092-9_1

CCS(=0)(=0)N1CCN(CC1)c2cc(cc(c2)Cl)CC(=0)Ne3cenccdc3ceeccd

RUN3278

-0.98

0.13
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MAT-P0OS-2492181e-5_1

WIN
s

HN (¢]

o
N*% !
H,

ADA-UCB-dc2b944c-16_1
7 IN
\

HN (0]
H
N
B \/\(
Q
Jo 3
o, _ h 0 o

EDG-MED-balac7b9-25 5
N

NS

MIC-UNK-ddc6ad53-2_2
7\

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-2492181e-5_1

Cnlcc(c2ccecec2c1=0)NC(=0O)NCCc3ccsc3

RUNO96

-0.98

0.43

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ADA-UCB-dc2b944c-16_1

CC1(C[C@H](c2cc(ccc201)Cl)C(=0)Nc3cnccdc3ccecd)C

RUN614

-0.98

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-balac7b9-25 5

RUN2716

-0.98

0.12

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-ddc6ad53-2_2

clecc2ce(cl)ence2NC(=0)[C@]3(CCOc4c3cc(cc4)Cl)OCCOC(F)(F)F

RUN4761

-0.98

0.26
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EDJ-MED-28ec730d-1_1

Y
Z
EDG-MED-90036822-24 1

CO

N
HN o
N
p
:

[¢]

i
JOH-UNI-ealdf7a8-1_1

NN
Z

HN O
1[0 NH/+\\ N
N
/\/ o\
N

MAK-UNK-c749d764-18 6

~C

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-28ec730d-1_1

COCCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccdc3ceecd

RUNG651

-0.97

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-24_1

clcec2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)NC(=0)C5(COC5)F

RUN1688

-0.97

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-UNI-ealdf7a8-1_1

clcec2c(cl)encc2CC(=0)N3CCOc4c3cc(ccd)Cl

RUN1212

-0.97

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-18_6

CC(C)SCN(clencc2clecec2)C(=0)C[C@H]3CCC[C@@H]([C@H]30)C(F)F

RUN995

-0.97

0.31
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ALP-POS-fab80cf2-1 2

Y
5

DAR-DIA-0587064e-27_2
I

N

HN O

H /'lo
N
(0]
[\ \Q\«
(¢]
\ o
o,

EDJ-MED-e4b030d8-13_1
NN
Z

HN o

LI
HsN*

KAD-UNI-877d7bed-11 4
7 N

N

HN O
H.N
O£ \ beo
N
0 (0]
O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-fab80cf2-1_2

clece2ce(cl)encec2NC(=0)Ce3ec(ce(c3)Cl)C([C@H]4CC(=0)N4)(F)F

RUN1515

-0.96

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0587064e-27_2

clecc2c(cl)ence2NC(=0)[C@H]3CCNc4c3cec(c(c40Cc5ccc(cc5CI)F)F)Cl

RUN3388

-0.96

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-e4b030d8-13_1

C[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3cnec4c3ccecd

RUN297

-0.96

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

KAD-UNI-877d7bed-11_4

CC(C)([C@H]LCCN(C1)C(=0)COc2cc(cc3c20CCIC@HI3C(=0)Nedence5edceec5)CHO

RUNS3750

-0.96

0.16

- 294 -



sprint-8-2021-05-30-P0157-dimer-neutral-restrained

EDG-MED-balac7b9-4 8

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-balac7b9-4 8

16CCIC@H](CE)0

RUN2633

-0.96

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-d203f206-35_1

RUN2596

-0.95

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-5bb456a5-9_2

CCNC(=0)C[NH+]1CCN(CC1)C(=0)C[C@]2(CCO 1)C(=0;

RUN2445

-0.95

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-4223bc15-9_ 10

4c300(coA)CS(-0)(-0 1o

RUN4018

-0.95

0.17
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DAR-DIA-23e5a6a0-7_2

Y
/
HN 0
(o] NH3

MIC-UNK-91acba05-4 1
Y
=

HN (@)
H
HN
HO
(@) (@)

VLA-UNK-9a7dc93f-4 1

DAR-DIA-53551¢c05-11 1

WN
g

HN

(X
®

’

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-23e5a6a0-7_2

clcee2e(c1)ence2NC(=0)[C@@H]3CCOc4c3cc(cc4C[C@H]5CCE(INH2+]5)CCCE)Cl

RUN415

-0.95

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-91acba05-4_1

clccc2c(cl)encc2NC(=0)[C@@H]3CCCc4c3cc(ccd)Cl

RUN474

-0.95

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-9a7dc93f-4_1

clccec2c(cl)encc2NC(=0)[C@@H]3CCOc4c3cc(c(caF)F)CHN

RUN3086

-0.95

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-53551c05-11_1

clccc2c(c1)encc2CN: (=0)C3=0;

1)O[C@@H]6CC(=0)NE

RUN144

-0.95

0.29
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NAU-LAT-2fed8305-3 2

NN

L) =

H.N

)...

(¢]

T\

MIC-UNK-c66144cb-1_2

NN
g

HN o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

NAU-LAT-2fed8305-3_2

clccc2ce(cl)encc2NC(=0)CIN@H+]3CCC=C(C3)Cl

RUN1109

-0.95

0.38

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-05e51b3f-14_1

clccec2c(cl)encc2NC(=0)N(CCC3CCCCC3)caccec(cd)Cl

RUN324

-0.94

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-c66144cb-1_2

clccc2c(cl)encc2NC(=0)[C@H](CCc3cccc(c3)F)cdccec(cd)Cl

RUN129

-0.94

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-fcba3f31-8_1

clccc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CO[C@H]SCCOC5=0

RUN2545

-0.94

0.50
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MAT-POS-e9e99895-6_2

N

HN ; (¢)
?
o
\J
HN“‘I

ERI-UCB-d6delf3c-7_2

HO

EDG-MED-971238d3-7_1

@
o5

MAT-POS-b5746674-108_1

G
.

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-e9e99895-6_2

C[C@](c1cce(c(c)ClCI)(C(=0)Ne2ence3c2ecce3)NC(=0)CN4CCN(C4=0)C5CC5

RUN2258

-0.94

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ERI-UCB-d6de1f3c-7_2

C[C@H]1CN(CC(=0)N1c2ccce(c2)Cl)C(=0)c3cnccdc3ceccd

RUN1100

-0.94

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-971238d3-7_1

clcec2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CCCINH3+]

RUN1472

-0.94

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-b5746674-108_1

Celeec(cel)CIN@@H+]2CC[C@@H](C2)CNC(=0)Neen(c(=0)cdc3ccccd)CC(C)C

RUNS8S8

-0.94

0.33
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ALP-POS-fe871b40-4_1

277 N
N I SMILES:

HN 0 RUN:
Q NH3
O\/(’ S
"\
(@] (@]

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

ALP-POS-fe871b40-4_1

CO[C@@]1(CCNc2clec(cc2C#N)CI)C(=0)Nc3cencedc3ccecd

RUNS3111

-0.94

0.27

MAT-POS-fh82b63d-4 1

7 N

X SMILES:

HN o
H
N
HSNM o
01

OH

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

MAT-POS-fh82b63d-4_1

clcec2c(cl)encc2NC(=0)[C@@H]3c4cc(ccc4CCIN@@H+]3CC5CC5)Cl

RUNS3177

-0.93

0.28

ERI-UCB-b3e6b0c2-13_2

CID:
77 N
N I SMILES:
HN o RUN:
F
o)
\/<’ DDG (kcal/mol):
NH;}

o

dDDG (kcal/mol):

ERI-UCB-b3e6b0c2-13_2

C[N@]1C[C@H](c2c1ccc(c2)Cl)C(=0)Ne3encedc3cec(c4)CNSCCINH2+]CC5

RUN3049

-0.93

0.25

ALP-UNI-3496895b-2_7

CID:
N\
5
r SMILES:
RUN:
\L DDG (kcal/mol):
N
k( dDDG (kcal/mol):
/O

ALP-UNI-3496895b-2_7

4c300(cod)CI)CC(

RUN2508

-0.93

0.38
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MAT-POS-61f37ala-15_1

N
7 )

MAT-POS-fb82b63d-4_4

27 N

N
HN o
,N:N i
HN /
o] o]
\0
H,,N'\

NH;

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-61f37ala-15_1

RUN4624

-0.93

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-61f37ala-13_2

Ccl[nH]c(c[nH+]1)CIN@H+]2C¢

@@H](C2)C(=0 1

RUN4615

-0.92

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JAG-UCB-f37eaal4-2_1

clcec2c(cl)encc2N3CC[C@@]4(C3=0)CNe5ce4ec(ce5)Cl

RUN3058

-0.92

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-fh82b63d-4_4

clcec2c(cl)ence2NC(=0)[C@H]3c4cc(ccc4CCIN@H+]3CC5CCS)CI

RUN3183

-0.92

0.20
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MAT-POS-4223bc15-11 9

7~

(0]

ED_-GRI-5b13fbe2-51_1

EDJ-MED-00143744-2_1

o

7
NS
HN
F
H
N
/7
N
0

—
HN\

MAT-POS-e9e99895-2_2

N
e

o
o
o
NH
HN‘
o

N
N o

N
(@]
O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-4223bc15-11_9

clc (=0) 3[C@HI(C2C(=

RUN4037

-0.92

0.09

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ED_-GRI-5b13fbe2-51_1

clece2c(c1)ence2NC(=0)[C@@]3(CCOcAc3ee(ced)Cl)OCC5(COCS)COCECINH2+]CE

RUN1598

-0.92

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-00143744-2_1

CNS(=0)(=0)CCOC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccac3ccccd

RUN3178

-0.92

0.11

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-e9e99895-2_2

CC(C)IN@H+]1CCO[C@@H](C1)C(=0)N[C@@](C) 1)CI)C(=0,

RUN2238

-0.92

0.40
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ALP-UNI-8e43ar7le-4_1

RAL-THA-8416115c-11_4

NN
Z

(6] NH
HN* "
H L
X11) H OH
N
(0] (0]

RAL-THA-002e396-2_1

N

7

NS
o NH
Y

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-8e43a7le-4_1

RUN2941

-0.91

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-8416115c-11_4

clcec2c(cl)ence2NC(=0)[C@H]3CCN(c4c3cc(ce4)Cl)Ce5enc[nH]5

RUN1289

-0.91

0.53

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-e002e396-2_1

CCS(=0)(=0)C[C@@]1(CCOc2clcec(cc2)Cl)C(=0)Nc3enccdc3ccecd

RUN3453

-0.91

0.15

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-9e4459de-11_7

RUN1415

-0.91

0.23
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MIC-UNK-5a93dd5f-2_2

Y
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HN o
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RAL-THA-4aa06b95-7 4

Y
A

HN (0]

/+u.
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PET-UNK-824b5c6a-3_1

77 SN

N

HN 0
H
HaN* N
F M (@]
F

DAR-DIA-ecdbc7dd-19 1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-5a93dd5f-2_2

cleec2c(cl)ence2NC(=0)[C@H](c3ccec(c3)Cl)[NH+]4C[C@H]5CCCC[C@H]5C4

RUN735

-0.91

0.41

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-4aa06b95-7_4

COCCN1CC[C@H](c2c1cce(c2)Cl)C(=0)Nc3cncecdc3ccecd

RUN1246

-0.91

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-824b5c6a-3_1

clecc2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cec(cc4)Cl)OC5CCs

RUNS3291

-0.91

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-ecdbc7dd-19_1

CC(=0)NICCINHH(CCL)CIC@@]2(CC )C(=0

RUN2909

-0.90

0.12
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EDJ-MED-4f704dc9-1_2
7 IN
\

HN (@]
H
N

(6] O

MIC-UNK-9582b2c5-2_4
7 SN

<

o N 0
E 5@
o 0 0
|
ALF-EVA-650655fc-4 4
N\

D

HN (0]
HaN* '@
(0]

DAR-DIA-23e5a6a0-8 2
Y
Z

HN

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-4f704dc9-1_2

CO[C@]1(CCNc2clce(c(c2)Cl)Cl)C(=0)Nc3cncc4c3cececd

RUN3160

-0.90

0.10

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-9582b2c5-2_4

CC(=0)N1CC[C@H]2[C@H](C1)C[C@@H](C(=0)N2c3ccee(c3)ClicacnceSedceees

RUN265

-0.90

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALF-EVA-650655fc-4_4

C[N@H+]1CC[C@H](C1)CCN(c2cc(ce(c2)Cl)O[C@@H]3CC(=0)N3)C(=0)Ncdcnce5eaccees

RUN2860

-0.90

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-23e5a6a0-8_2

clcce2e(c1)ence2NC(=0)[C@@H]3CCOc4c3cc(cc4C[C@H]5CCE(INH2+]5)COCE)CI

RUN416

-0.90

0.36
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EDG-MED-90036822-108 1

DAR-DIA-féee7aeb-2_2

N

HN O
OH
H
mN
E
(0] O

BEN-DND-a7517465-1_1

NN
Z

@) NH

(0]
.~
11 H
N\/I
(0]

MAT-POS-78e1d523-3 1
7 N

N

e

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-108_1

INC(=0)[C

RUN1846

-0.90

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-f6ee7aeb-2_2

clece2e(c1)ence2N3C[C@H]([C@@H](CC3=0)c4cc(cc(c4)Cl)OCCC(F)(F)F)c5cecce5CHN

RUN3405

-0.90

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

BEN-DND-a7517465-1_1

Cclccec2clc(cnc2)NC(=0)[C@@H]3CCOc4c3cc(ccd)Cl

RUN1477

-0.90

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-78e1d523-3_1

CO[C@]1(CCOc2clce(c(c2)Cl)Cl)C(=0)Nc3cnccdc3cececd

RUN3284

-0.90

0.16
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ED_-GRI-5b13fbe2-19 1

DAR-DIA-Ocdel4eb-56 2

AN
Z

HN O
&

LT

EDG-MED-90036822-50 1

MAK-UNK-ffc90da7-9 4

AN
— 0 =\
HN 0 o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ED_-GRI-5b13fbe2-19 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cee(ced)CHOCCOCCINH2+]CCOCCO

RUN1553

-0.90

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-Ocdel4eb-56_2

C[C@H](clccee(c1)C2(CC2)Cl)C(=0)Nc3cnce4c3ceecd

RUN24

-0.90

0.10

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-50_1

clccc2e(cl)encc2NC(=0)[C@ @]3(CCOc4c3cc(ccd)CINC(=0)Cesenc[nH]5

RUN1728

-0.90

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-ffc90da7-9_4

C[C@H]1[C@H](CCO1)SC[C@@H](C)c2cce3e(c2)ence3NC(=0)Cedecee(c4)Cl

RUN715

-0.90

0.28
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MAK-UNK-c749d764-22_4

NN
T

HN e]
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NH o
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NN o

N
HN o

RAL-THA-4aa06b95-3 2
NN
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o

MAK-UNK-c749d764-33_3

AN
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HN

loo
H H{
H.N
(o)
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CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-22_4

clc@HiCINHz-ICicarhiceeonicaa: oo
RUN1025

-0.89

0.45

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-2_1

C[C@@H]1COc2c(cc(cc20C)CI)[C@@H]1C(=0)Nc3cncc4c3ceccd

RUNB8O06

-0.89

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-4aa06b95-3_2

CNC(=0O)N1CC[C@H](c2clcce(c2)Cl)C(=0)Nc3cnccdc3ceecd

RUN1234

-0.89

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-33_3

CS(=0)(=0)N(c1encc2elccec2)C(=0)C[C@@H]3CCC[C@H]([C@@H]30)C(F)F

RUN1081

-0.89

0.43
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KAD-UNI-cb0f2bbc-24_1

Y
A

HN O

o
Iz
o

MAK-UNK-c749d764-33_1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

KAD-UNI-cbOf2bbc-24_1

1eec2c(c1)encc2NC(=0)[C@@]3(CCOeAc3ce(ced)CICINH2+CeSen(ns)CIC@ @HIECCOCE

RUN3716

-0.89

0.12

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-2905de8c-2_1

C[NH2+][C@@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3cnccdc3cecccd

RUN2229

-0.89

0.38

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-33_1

CS(=0)(=0)N(c1encc2cleccc2)C(=0)C[C@@H]3CCC[C@@H])([C@@H]30)C(F)F

RUN1079

-0.89

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-5bb456a5-7_1

RUN2435

-0.89

0.36
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EDJ-MED-d203f206-8 1

EDJ-MED-009f762b-2_2
7 SN

N

HN O
N
o
N
H (0] (6]

DAR-DIA-9e4459de-13 16

AN

EDG-MED-balac7b9-7_3

NN
5

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-d203f206-8_1

clecc2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)CC(=0)NSCCC[C@@H]5CC(=0)N

RUN2571

-0.89

0.42

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-009f762b-2_2

Cclnc(cs1)CIN@H+]2Ce @@H](C2)C(=0;

RUNS3911

-0.88

0.15

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-9e4459de-13_16

RUN1440

-0.88

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-balac7b9-7_3

C[C@@H]1N(CCO1)C(=0)C[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncdcnce5eaccees

RUN2642

-0.88

0.45
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ALF-EVA-ced740bd-3_2

PET-UNK-1320d94d-8 1
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N
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D; ™ NH
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N
(0] (6]

o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-b87f07d0-2_1

C[C@H](CCclcc(cc(c1)Cl)CC(=0)Nc2ence3c2ccce3)NC(=0)C

RUN1899

-0.88

0.44

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALF-EVA-ced740bd-3_2

clcc2cncce(c2cclF)NC(=0)[C@H]3COc4c3cc(ccd)F

RUN2793

-0.88

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-1320d94d-8 1

@@HI(04)

RUN4979

-0.88

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-5e7d1b3e-18_1

Cnlcc(c2cceec2c1=0)NC(=0O)Nc3cce(cc30C)0C

RUN1322

-0.88

0.33
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77 N

N
HN 0
o
o)

KAD-UNI-8a629cb0-30_1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-ba665ac8-2_1

C[N@@H+]1CC(=0)N(C(=0)[C@@]12CCOc3c2cc(ce3)Cl)cdcnccSedccees

RUNS3301

-0.88

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ED_-GRI-5b13fbe2-4 1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)OC[C@H](c5n[n-JnnS)[NH3+]

RUN1525

-0.88

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-5c5a631c-1_3

cleee2e(c1)ence2N(CCIC@@H](0)S(=0)(=0)[0-))C(=0)[C@HI3CCOcAc3ce(ccd)Cl

RUN2917

-0.88

0.12

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

KAD-UNI-8a629cb0-30_1

CIC@H](C(= H)(C1)C(=

RUN2114

-0.87

0.36
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N
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CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-78e1d523-2_1

CNC(=0)[C@@]1(CCOc2clce(cc2)Cl)CC(=0)Nc3enccdc3ceecd

RUN3280

-0.87

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-8416115c-12_4

clecc2c(cl)ence2NC(=0)[C@H]3CCN(c4c3cc(ced)Cl)Ce5n[n-Inn5

RUN1294

-0.87

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JAG-UCB-f37eaal4-5_2

clece2ce(cl)encc2N3CC[C@@]4(C3=0)CIN@](c5cdcc(ce5)Cl)CCNECCNCE=0

RUN3065

-0.86

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-21_3

CCCCN(clenec2cleecc2)C(=0)C[C@@H]3CCC[C@H]([C@@H]30)C(F)F

RUN1016

-0.86

0.23
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N
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DAR-DIA-9e4459de-15 15

CID:
SMILES:
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-5e7d1b3e-40_1

CC(C)Cnlcc(c2cceecc2c1=0)NC(=0O)NCCC3=CCCCC3

RUN1352

-0.85

0.22

CID:

SMILES:
RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-347519b5-2_46

(0)(=0)C)C(=0)

RUN4293

-0.85

0.25

CID:

SMILES:
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

KAD-UNI-877d7bed-14_1

clcec2c(cl)ence2NC(=0)[C@@H]3CCOc4c3cc(cc40CC(=0)CCNC(=0)C(F)(F)F)Cl

RUN3760
-0.85

0.16

CID:
SMILES:
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-9e4459de-15_15

@HI7CCC(=OINCT=0)0

RUN1453

-0.85

0.46
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CID:
SMILES: ceNicic@
RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-7a31b064-2_1

H](C(=0O)N(C1=0)c2cncc3c2ccce3)cdccec(c4)Cl

RUN3290
-0.85

0.17

CID:

SMILES:
RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-869ac754-2_2

clcecc2c(cl)encc2NC(=0)[C@H]3CCOc4c3ccc(caCl)Cl

RUN1953

-0.85

0.59

CID:

SMILES:
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

ADA-UCB-dc2b944c-9 1

clccc2ce(cl)enc(c2NC(=0)[C@@H]3CCOc4c3cc(cc4)Cl)Br

RUNG07
-0.85

0.28

CID:
SMILES:
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

NAU-LAT-4ce8bf23-1_2

CC(=0O)NC[C@H](clcncc2clcecec2)C(=0)Nc3ceec(c3)Cl

RUN1394
-0.85

0.41
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MAT-POS-8a69d52e-1 3
NN
~Z

MAT-POS-e9e99895-1_2

N
e

HN o

o

).

BEN-DND-34fc7f90-8_1

/IN
S

N /N o
SO

MIC-UNK-cdc2493e-10_3
7 N

g

HN O
N
H,N*
F \)\/\«O (0]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-8a69d52e-1_3

C[C@@H]1C[C@H](c2cc(ccc201)Cl)C(=0)Nc3cnccdc3ccecd

RUN362

-0.85

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-e9e99895-1 2

C[C@](c1cce(c(c1)CI)Cl)(C(=0)Nc2ence3c2cece3)[NH3+]

RUN2234

-0.85

0.44

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

BEN-DND-34fc7f90-8_1

CIN@@H+]1Cc2cc(c(cc2[C@@H](C1)C(=0)Nc3enccac3ccecd)Cl)Cl

RUN3674

-0.84

0.12

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-cdc2493e-10_3

CC(=O)N[C@@H]1CC[C@H](C1)N(c2ccee(c2)Cl)C(=0)Nc3encc4c3ccecd

RUNS47

-0.84

0.31
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DAR-DIA-0f2f46¢9-1_2

BEN-DND-c852c98b-6_2

N

HN

H
(o) N*
@] o
LJ
o g OH

NN
Z

HN O

O«

DAR-DIA-6a508060-10_1

MAK-UNK-b7886382-1 1

HN

/J

o

AN
~Z

HN O

H\('llo
N
O (6]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0f2f46¢9-1_2

clcce2c(cl)encc2NC(=0)[C@H]3CCIN@ @](c4c3cc(ccd)Cl)S(=0)(=0)N

RUN3219

-0.84

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

BEN-DND-c852c98b-6_2

clcc2ence(c2cc1OC(F)F)NC(=0O)[C@H]3CCOc4c3cc(ccd)Cl

RUN1216

-0.84

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-6a508060-10_1

C[C@@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enceac3ceccd

RUN349

-0.84

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-b7886382-1_1

C[C@@H](C[NH2+]CCCO)N(Cclcescl)C(=0)Cc2ence3c2ccee3

RUN1155

-0.84

0.33
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MAT-POS-f9802937-4 1

8( \

o

S
S

EDJ-MED-28ec730d-5 1

AN
/
HN 0
H
/\< > C N
H,N*
0 0

MAT-POS-fce787c2-10 2

N
CC
|
o
(jLOH
0

ALP-POS-5bb456a5-1_8

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-f9802937-4_1

CN(C)C(=0)C[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccdc3ceccd

RUN2397

-0.84

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-28ec730d-5_1

clcec2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)OCCe5e[nHIne5

RUNG55

-0.83

0.39

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-fce787¢c2-10_2

CN(C)CC[NH2+][C@H](c1cee(c(c1)Cl)C)C(=0)Nc2ence3c2ccee3

RUN2161

-0.83

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-5bb456a5-1_8

RUN2413

-0.83

0.30

- 317 -



sprint-8-2021-05-30-P0157-dimer-neutral-restrained

MAK-UNK-8be7dca9-10 1

NN
/
HN o
F
0
NH:
o}

ALP-POS-3b848b35-4 1

NN
P

HN O

(] =

P

A

CID:
SMILES:
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-8be7dca9-10_1

clcce2c(cl)encc2NC(=0)[C@@H]3C[C@@H](Oc4c3cc(cc4)Cl)C(=0)[O-]

RUNS511

-0.83

0.32

CID:

SMILES:
RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-3b848b35-4_1

cleec2c(cl)encc2NC(=0)[C@@H](CCC3CCCCC3)c4ccec(c4)Cl

RUNG61
-0.83

0.34

CID:

DAR-DIA-9e4459de-15_3

SMILES:
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

RUN1442

-0.83

0.24

CID:
SMILES:
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-0a05c952-4_1

clece2e(cl)ence2N3[C@@H](CC[C@ @H](C3=0)c4cce(c(c4)Cl)Ch[C@@H]5CO5

-0.83

0.20
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MIC-UNK-6ab519a7-1 1

NN
P

HN; ;O
O

(0]
%,
H,N*

VLA-UNK-5b0345¢3-3_2

EDG-MED-balac7b9-9 4

AN
5
HN o

o

~
AL A

ED_-GRI-5b13fbe2-12_2

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-6ab519a7-1_1

CC(=0)N1CC[NH+](CC1)[C@@H](c2ccec(c2)Cl)C(=0)Nc3enccdc3ccecd

RUN191

-0.83

0.44

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-5b0345c3-3_2

cleec(cel)COS(=0)(=0)IN@]2C @@H](C2)C(=0;

RUN3887

-0.83

0.51

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-balac7b9-9_4

clece2c(c1)ence2NC(=0)[C@]3(CCOcAc3ce(cc4)CI)CC(=0)NSCCCCIC@H]Sc6[nHInen6

RUN2649

-0.83

0.48

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ED_-GRI-5b13fbe2-12_2

clcee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)OCCIN@H+](CCO)CCOCCO

RUN1539

-0.83

0.24
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BEN-DND-f2e727cd-5_1

PET-UNK-acd70dee-5 1

7 SN

o, |

\ NS
FERN
o HN 0
o
N\

o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

BEN-DND-f2e727cd-5_1

clcece2ce(cl)encc2NC(=0)[C@ @H]3C[NH2+]Cc4c3cc(ce4)Cl

RUN1196

-0.82

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-fa7708b3-2_3

clceec2e(c1)ence2NC(=0)[C@@H]3C[N@H+](Ccdc3cc(ccd)Cl)Ces[nH]nens

RUN4675

-0.82

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-3496895b-2_5

ec(= HIB[C@@H]SCCCIN@H+ECCO

RUN2506

-0.82

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-acd70dee-5 1

clecc2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)OCC5=NCCO5

RUN4191

-0.82

0.08
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EDG-MED-5d232de5-5 2

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-5d232de5-5_2

CN1CC[C@@H](c2clccc(c2)Cl)C(=0)Nc3cncc4c3ceecsd

RUN2368

-0.82

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-1981ceba-3_4

COC1CN(C1)S(=0)(=0)IN@]2C @H](C2)C(=0;

RUN4692

-0.82

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ED_-GRI-5b13fbe2-3_1

clcee2ce(c1)ence2NC(=0)[C@@]3(CCOx 1)OC[C@@H](c5n[n-Inn5)[NH3+]

RUN1523

-0.82

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-61f37ala-4_2

cee)ieC

RUN4594

-0.82

0.28
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MAT-POS-fh82b63d-2 1

7 IN
N
HN o Na=N
\
N\ _N
o \C\NH;
o

EDG-MED-90036822-39 2

7 N
<o

CID:

SMILES:
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-fb82b63d-2_1
CIC@@]1(c206(coc2CCINH2+]1)CI)C(=0)Ne3encedc3coced
RUN3171
-0.82

0.19

CID:

SMILES:
RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-39_2
CIC@HICOINCE(C(=OINICBII(CCORZELce(EE2ICC(-ONCaEncedc3ccccd)FIF
RUN1722
-0.81

0.28

CID:
SMILES:
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

ALF-EVA-b701bd13-5_1

clece2e(c1)ence2NC(=0)[C@@HIBCCCNeac3ce(c(e4)ChC!

RUN3638
-0.81

0.37

CID:
SMILES:
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-8416115c¢-10_3
CNC(=0)CN1CCIC@H(c26Lece(c2)CI)C(=0)Ne3encedc3cceed
RUN1285
-0.81

0.21
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ED_-GRI-5b13fbe2-30 1
N

ALP-UNI-bag800595-1 2
N

N

HN o) N

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ED_-GRI-5b13fbe2-30_1

clecc2c(cl)encc2NC(=0)[C@@]3(CCOc4c3cec(cc4)Cl)OCCINH2+]CCO

RUN1558

-0.81

0.42

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

KAD-UNI-cbOf2bbc-10_2

CC(C)(C)OC(=0)N[C@H](CCO)C[NH2+]C[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3encedc3ecccd

RUN3699

-0.81

0.12

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

KAD-UNI-8a629cb0-38_2

CIN@]1[C@@H)(CCS1(=0)=0)COCC[C@]2(CCO 1)C(=0}
RUN2124

-0.81

0.41

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-ba800595-1_2

clccc2c(cl)encc2NC(=0)[C@H]3CCNc4c3cc(cc4Cl)Cl

RUNS3073

-0.81

0.11
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ALP-UNI-dbb9503d-1_1

JAG-UCB-f37eaald-8 1

7 IN
N
HN
N:N
/{/ N,"O
H2
(e}

MAT-POS-fb82b63d-3_1

77 SN

N

\\'”

MIC-UNK-b9827126-4 1

/IN
N

Eot

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-dbb9503d-1_1

CO[C@@]1(CCN(C1=0)c2cncc3c2ccce3)caccec(c4)Cl

RUN4328

-0.81

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JAG-UCB-f37eaal4-8_1

clcce2c(c1)encc2N3CC[C@@14(C3=0)C[N@@](c5c4ce(ce5)Cl)CCnéeenct

RUN3068

-0.81

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-fb82b63d-3_1

C[N@@H+]1CCc2ccc(cc2[C@@H]1C(=0)Nc3encc4c3ccccd)Cl

RUNS3173

-0.81

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-b9827126-4_1

COclccc(ccIN2CCN(CC2=0)C(=0)c3cnccdc3ccec4)Cl

RUNS3255

-0.81

0.15
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EDJ-MED-4f704dc9-1_1

27 N

N>
HN o
N N
|
HN /
o o
H.N*

MIC-UNK-5a93dd5f-11_2

NN
P/

HN (0]

NN

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-4f704dc9-1_1

CO[C@@]1(CCNc2clcc(c(c2)Cl)Cl)C(=0)Ne3encc4c3ceeccd

RUN3159

-0.81

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-5a93dd5f-11_2

clcce2e(cl)ence2NC(=0)[C@H](c3ccee(c3)Cl)[NH+]4CCC(CC4)[NH+]5CCCCC5

RUN789

-0.80

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-e9e99895-12_1

C[C@@](c1cee(c(c1)CIC)(C(=0)Nc2ence3c2ecce3)NC(=0)CC[NH+](C)C

RUN2265

-0.80

0.56

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-15_15

C[C@@H](N(clcncc2clceec2)C(=0)C[C@H]3CCC[C@H]([C@H]30)C(F)F)OCC4CcCCCCa

RUN972

-0.80

0.26
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JOH-UNI-a38a7bdd-5_4

NN
Z

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-UNI-a38a7bdd-5_4

clcce2c(cl)ence2N(C(=0)Ce3cecc(c3)Cl)C(=0)[C@H]AC[C@H]4F

RUN1486

-0.80

0.46

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-26_8

clcecc2c(cl)encc2NC(=0)C[C@H]3CCCC[C@H]([C@H]30)ClI

RUN1053

-0.80

0.45

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-56¢f811e-5_1

clccc2c(cl)encc2N(C(=0)Ce3ccee(c3)Cl)C(=0)/C=C/C(F)(F)F

RUN1522

-0.80

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-bcd487e9-6_1

clcce2c(cl)encc2NC(=0)N(C[C@@H]3CCCS3(=0)=0)c4cccc(c4)Cl

RUNS592

-0.80

0.40
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ED_-GRI-5b13fbe2-23 2

HN

MIC-UNK-0a05¢c952-4 2
7 IN
N

MAK-UNK-c749d764-10 4

NN
Z

HN O
¥
< o)

F

)

ROB-UNI-7b37d95b-1_1

7 IN
HN O
N
(0]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ED_-GRI-5b13fbe2-23_2

RUN1554

-0.80

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-0a05c952-4_2

clece2c(cl)ence2N3[C@H](CCIC@@H](C3=0)cdecc(c(c4)Cl)C)[C@@HISCOS

RUN3522

-0.80

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-10_4

CSN(clencc2clecec2)C(=0)C[C@H]3CCC[C@H]([C@@H]30)C(F)F

RUN944

-0.79

0.08

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ROB-UNI-7b37d95b-1_1

C[C@H]1CNc2cc(c(cc2[C@@H]1C(=0)Nc3cnccdc3ccccd)F)F

RUN4380

-0.79

0.06
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BEN-DND-c852c98b-6_1

ALP-POS-5bb456a5-1_5

N
5

HN (e]

(o]

(0]

1

o
o*il/

RAL-THA-8416115c-5 2
NN
~

HN (@]
¥

Iz

ALP-UNI-44c99a80-2 1
NN
~Z

HN O
H
N

\ (0] O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

BEN-DND-c852c98b-6_1

clcc2ence(c2cc1OC(F)F)NC(=0)[C@@H]3CCOc4c3cc(ccd)Cl

RUN1213

-0.79

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-5bb456a5-1_5

RUN2410

-0.79

0.42

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-8416115c-5_2

clcec2c(cl)ence2NC(=0)[C@H]3CCN(c4c3cc(ce4)Cl)Ce5nH]cens

RUN1264

-0.79

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-44c99a80-2_1

clecc2c(cl)ence2N(Ce3enc[nH]3)C(=0)[C@@H]4CCOc5c4cc(cc5)Cl

RUN463

-0.79

0.34
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MAT-POS-1f3fla6f-4 1

K/ N
H ."

EDJ-MED-f893e2al1-2_2

/IN
N

MAK-UNK-8be7dca9-10 2

AN
Z

OH
>

FRA-DIA-b66f7109-2_2

H,N*
N
Z S
HN o = N

(¢]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-1f3f1a6f-4_1

clcec2e(cl)encc2NC(=0)[C@@H](c3cec(c(c3)Cl)CI)[NH2+]CC4CC4

RUN2283

-0.79

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-f893e2al-2_2

clceec2c(c1)ence2NC(=0)[C@]3(CCOc4c3cc(cc4)Cl)CNC[C@]5(CCOCS)C#N

RUN3194

-0.79

0.10

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-8be7dca9-10_2

clecc2ce(cl)ence2NC(=0)[C@H]3C[C@@H](Oc4c3cc(cc4)Cl)C(=0)[0-]

RUNS512

-0.79

0.38

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

FRA-DIA-b66f7109-2_2

clecc2c(cl)ence2NC(=0)[C@H]3COc4c3cc(cc4Cl)O[C@H]5CC(=0)N5

RUN394

-0.79

0.37
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MAK-UNK-c749d764-24 8

NN

74 \N o o
=/
EDJ-MED-15e90dfc-1_2
7 N
g

7 IN
\
/N\N/N
— N~

FRA-DIA-b66f7109-1 1
NN
Z

HN o o

O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-24_8

CCN(clencc2cleccc2)C(=0)C[C@H]3CCC[C@H]([C@H]30)C(F)F

RUN1036

-0.79

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-15e90dfc-1_2

clecc2c(cl)ence2NC(=0)[C@]3(CCOc4c3cc(ccd)Cl)C[NH2+]Cc5cen[nH]5

RUN3437

-0.79

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-4c68219f-14_1

clece2c(c1)ence2NC(=0)[C@@]3(CCOcAc3ec(ced)COIC@HISCIC@H(INH2+]C5)CO

RUN1649

-0.79

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

FRA-DIA-b66f7109-1_1

clcec2e(cl)encc2NC(=0)[C@H]3CNc4c3ec(cc4Cl)O[C@@H]5CC(=0)N5

RUN391

-0.79

0.33
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JOH-UNI-a38a7bdd-6_1

HN

MAK-UNK-ffc90da7-4_8

Y
Z
/~ 1 :

ED_-GRI-5b13fbe2-6_1

g\ 4;

I

=z
oll«

(o]

N

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-UNI-a38a7bdd-6_1

clecc2e(cl)ence2N(C(=0)Ce3ccec(c3)Cl)C(=0)[C@@HJAC[C@@H]AC(F)(F)F

RUN1489

-0.78

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ROB-UNI-611831f5-2_2

clcec2c(cl)encc2NC(=0)[C@H]3CCNc4c3cc(cn4)Cl

RUN3324

-0.78

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-ffc90da7-4_8

CIC@H](CINH2+]C[C@H]1CCCO1)[C@t 1)C(=0)

RUN705

-0.78

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ED_-GRI-5b13fbe2-6_1

CINH+](C)CC(=0)NC[C@H](CO[C@]1(CCOc2c1cc(ce2)C)C(=0)Ne3encedcdeeced)O

RUN1536

-0.78

0.21
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PET-UNK-7a31b064-1 1
7 SN

NS

HN (@)
= X
HO \/\«
@) @)

ALP-POS-347519b5-3_58

DAR-DIA-0587064e-1_1

N

HN (@]
F H
MN
° o o
-
OH

ALP-UNI-8e43a/71e-15 13
7 N

N

HN 0 N

/’Q\/‘N\.

o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-7a31b064-1_1

CNI1C[C@H](C(=O)N(C1=0)c2cncc3c2ccce3)cdccec(c4)Cl

RUN3289

-0.78

0.15

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-347519b5-3_58

RUN4325

-0.78

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0587064e-1_1

clcce2ce(cl)encc2NC(=0)Cce3cc(cc(c3)Cl)OCCC(F)(F)F

RUN3348

-0.78

0.15

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-8e43a7le-15_13

I5CIC@@HI(CEIC(OIN

RUN2996

-0.77

0.23
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MAT-POS-e9e99895-2_1

NN
T

HN (e
o
o

X

‘g\ 4;

o N e

H:

DAR-DIA-6a508060-11_4

NN
Z

OH HN o
5@

MAT-P0OS-2492181e-11_1

AN
~Z

HN (©]

(6]

»\/'llo

N

H ¢}

-/

Yo+

EDG-MED-90036822-61_1

ZT

/’Q
!

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-e9e99895-2_1

RUN2235

-0.77

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-61_1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)NC(=0)C[NH+]5CCC5

RUN1745

-0.77

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-6a508060-11_4

clccc2c(cl)encc2NC(=0)C3CC(C3)[C@H]4C[C@H]4CI

RUNS353

-0.77

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-2492181e-11_1

CC(C)Cnlcc(c2cceecc2c1=0)NC(=O)NCC[NH+]3CCOCC3

RUN108

-0.77

0.24
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ALP-POS-347519b5-1_35

EDJ-MED-37aac4bd-4 1

77 SN

N

HN (0]
H
N

!

MIC-UNK-5a93dd5f-2_3

NN
Z

HN 0
\é

O

~

EDJ-MED-f893e2a1-2_1

7 IN
\ 4
~ J

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-347519b5-1_35

RUN4250

-0.77

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-37aac4bd-4_1

CO[C@@]1(CCOc2clcc(cc2F)F)C(=0)Nc3cenccdc3ececd

RUN3145

-0.77

0.13

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-5a93dd5f-2_3

clece2e(c1)ence2NC(=0)[C@ @H](c3ccee(c3)Cl)[NH+]4C[C@H]5CCCC[C@@H]5C4

RUN736

-0.77

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-f893e2al-2_1

clcee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)CI)ICNC[C@]5(CCOCS5)CH#N

RUN3195

-0.77

0.27
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PET-UNK-5ecbh6237-1_1

WN
P

HN o
H
N
HSNM o
01

OH

ALP-POS-fe871b40-3 1

N
|
N
HN_ O
=
o

JOH-UNI-ea72002d-3_3

NN
5
HNE ;O
o
@
o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-5ecb6237-1_1

clccc2c(cl)ence2N(C#N)C(=0)Cc3ccec(c3)Cl

RUNS519

-0.76

0.64

CID:

SMILES:
RUN:
NH:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-fe871b40-3_1

CO[C@@]1(CCOc2clcc(cc2CHN)CI)C(=0)Nc3cncedc3ccccd

RUNS3113

-0.76

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ce760d3f-7_2

clcc2ence(c2cclF)NC(=0O)[C@H]3CCOc4c3cc(cc4)Cl

RUN1464

-0.76

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-UNI-ea72002d-3_3

clcec2e(cl)ence2[C@@H](C(=0)[C@H]3CCOc4c3cc(ccd)CI)NSC(=0)C=CC5=0

RUN2486

-0.76

0.52
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RAL-THA-05e671eb-24_1

NN
T

HN

(¢}
¢}
l’r |
NH;

PET-UNK-a692de38-1 1
Y
Z

o

WIL-UCB-7bad4ac3a-2 1

-’ IN
\
HN o NN
/’Q\/‘N
O
(@]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-05e671eb-24_1

clcecc2ce(cl)encc2NC(=0)[C@@H]3CCOc4c3ccccd4CHN

RUN2052

-0.76

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-a692de38-1_1

clccc2c(cl)ence2N(C(=0)Cc3ccec(c3)CI)NCHN

RUNS83

-0.76

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

WIL-UCB-7badac3a-2_1

CN(clcnce2clceeec2)C(=0)[C@@H]3CCOc4c3cc(ccd)Cl

RUN3024

-0.76

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-31_4

CIC@H]1CCO[C@H]2C=CC(=CIC@@HI2[C@@H]1C(=0)Nc3enceac3ceced)Cl

RUNB836

-0.76

0.23
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EDJ-MED-9e38fd34-1 2

EDJ-MED-2f867453-1 2

A3
&

VLA-UCB-34f3ed0c-21_1
NN
Z

HN O
HO H
N
F
(6] (6]

MIC-UNK-5a93dd5f-3_4

AN
/
HN (0]
H
le) H doo
N
o
a (e}
7 o}

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-9e38fd34-1_2

C[C@]1(c2cc(ccc2NC1=0)Cl)C(=0)Nc3cncc4c3cececd

RUN2344

-0.76

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-2{867453-1_2

C[C@]1(CNc2clcc(cc2)Cl)C(=0)Nc3cenccdc3ccecd

RUN2336

-0.76

0.45

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-34f3ed0c-21_1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cec(ced)Cl)C(=0)CC[C@@HISCC(=0)NCS

RUNG648

-0.75

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-5a93dd5f-3_4

cleec2e(c1)ence2NC(=0)[C@H](c3ccee(c3)Cl)N@H+]4CC[C@@H]5CCCC[C@@H]5C4

RUN743

-0.75

0.23
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MAT-POS-dd3ad2b5-5_2

77 SN

HN (©]

ED_-GRI-5b13fbe2-25_1

NN

s

HN :O

KAD-UNI-cb0f2bbc-7_1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-dd3ad2b5-5_2

CNC(=0)N1Cc2ccc(cc2[C@H](C1)C(=0)Nc3cnccdc3ccec4)Cl

RUN3544

-0.75

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ED_-GRI-5b13fbe2-25_1

cleeec2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)CI)OCC[NH2+]CCOCCO

RUN1560

-0.75

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

KAD-UNI-cbOf2bbc-7_1

RUN3686

-0.75

0.11

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-UNI-a38a7bdd-6_4

clccc2c(cl)ence2N(C(=0)Ce3cccec(c3)Cl)C(=0)[C@HJAC[C@HIAC(F)(F)F

RUN1494

-0.75

0.31
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VLA-UCB-50c39ae8-7 1

7 IN
S HO
HN o F
(0] N*
H
0

DAR-DIA-0587064e-21_2

NN
Z

HN (e}

\/\’ /N~N
N P NH3

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-50c39ae8-7_1

C=CC(=0)N(clcncc2clcecc2)C(=0)[C@@H]3CCOc4c3cc(cc4)Cl

RUN386

-0.75

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0587064e-21_2

clece(ccl)CCOc2ec(cc3c2NCC[C@H]3C(=0)Ncacncc5c4ccec5)Cl

RUN3376

-0.75

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-3496895b-5_2

RUN2513

-0.75

0.42

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-5a93dd5f-3_8

cleec2c(cl)ence2NC(=0)[C@H](c3ccee(c3)Cl)[N@H+]4CC[C@H]5CCCC[C@@H]5C4

RUN746

-0.75

0.33

- 339 -



o
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NIR-WEI-acbd6416-2_1

NN
Z

HN O
HaN* H
N
F \H
(6] (6]

EDJ-MED-e4b030d8-5_1

o HAO/\/O N\
o N 5
o
N HN (0

O

CHO-MSK-5891c1ff-6_1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

NIR-WEIl-acbd6416-2_1

C=C(clcncc2clcecc2)C(=0)[C@@H]3CCOc4c3cc(cc4)Cl

RUN454

-0.74

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-e4b030d8-5_1

clcec2e(cl)encc2NC(=0)[C@@H]3CCOc4c3cc(cc4C5COC5)Cl

RUN286

-0.74

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CHO-MSK-5891c1ff-6_1

clecc2ce(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)OCCN5CCOCC5=0

RUN1860

-0.74

0.39

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-3_7

CC1(C[NH2+]C1)OCN(c2cnce3c2ceee3)C(=0)C[C@@H]4CCC[C@H]([C@H]40)C(F)F

RUN911

-0.74

0.27
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N
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MAT-POS-de59a476-4_1

N
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HN o

EDJ-MED-ee07cf00-11_6

NN
2
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N
N -\
\ NH

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALF-EVA-07677224-9_3

CC1(C[NH2+]C1)CS(=0)(=O)[! @H](C2)C(=0] ]

RUN4942

-0.74

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0f7b7cd9-5_1

clccc2c(cl)ence2n3cc(n(c3=0)Cc4cccc(c4)Cl)[O-]

RUNS3011

-0.74

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-de59a476-4_1

COCCO[C@@H](clcce(c(cl)Cl)Cl)C(=O)Nc2ence3c2ceec3

RUN2222

-0.73

0.48

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee07cf00-11_6

RUN2830

-0.73

0.13
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PAU-WEI-df8f33bc-1_1
NN
Z

HO H
N N
H
o

HN 0
?O

ALP-POS-347519b5-3 27

OH
2,
” I
N

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CC(C)(C)clece(ce1)N([C L (=O)NCC

PAU-WEI-df8f33bc-1_1

(=0)c5ccco5

RUNS516

-0.73

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-347519b5-3_27

CS(=0)(= I(C@HI2[C@@H](C1)C(=

RUN4310

-0.73

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-17_1

cleee2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)NC(=0)[C@@H](CF)O

RUN1680

-0.73

0.42

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-b7309adf-2_1

clec2c(cclCl)encc2NC(=0)[C@@H]3CCS(=0)(=0)c4c3cc(cc4)Cl

RUN4526

-0.73

0.45
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N
F
HN /
N
o H

DAR-DIA-b4e9dd8d-5_2

~
N\
HN

N
O

ZT

DAR-DIA-0587064e-27 1
7 IN
N

HN (6]
NH.

/ \ H\/ "

N O

MIC-UNK-d58dbb53-2 2
ANV
~Z

HN O
(6]
o /llu
(0]
O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-94_7

RUN1810

-0.73

0.46

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-b4e9dd8d-5_2

COC(=0)/C=C/C(=0)N(clcncc2clcecc2)C(=0)[C@H]3CNc4c3cc(cc4)Cl

RUN3400

-0.73

0.15

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0587064e-27_1

clecc2ce(cl)ence2NC(=0)[C@@H]3CCNc4c3cc(c(c40Cc5cce(cec5ClF)F)CI

RUN3387

-0.73

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-d58dbb53-2_2

clece2e(cl)ence2NC(=0)[C@]3(CCOcAc3ee(ccd)CI)O[C@HISCCS(=0)(=0)C5

RUN3678

-0.73

0.10
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H.N"
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N NN
/ \
~ HN NH
HN 0
o

MIC-UNK-08fa0751-1 2
Y

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-8758c41d-1_1

clecc2c(cl)ence2NC(=0)[C@@H]3CCS(=0)(=0)c4c3cc(c(c4)CI)Cl

RUNS3312

-0.73

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-55f647aa-2_1

CN(C)clcee(enl)N(Cc2cesc2)C(=0)Ce3cnccdc3ceccd

RUNS70

-0.72

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-23e5a6a0-8_1

clece2c(c1)ence2NC(=0)[C@@HI3CCOcAc3ce(cc4CIC@@H]SCCH(INH2+15)COCE)CI

RUN414

-0.72

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-08fa0751-1_2

clcee2c(cl)encc2NC(=0)[C@H]3CCOc4c3cc(cc4C(CO)(F)F)CI

RUN1520

-0.72

0.19
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O
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NN
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HN o
o
o

VLA-UNK-f702bflc-2_1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-31_12

C[C@H]1CCO[C@H]2C=CC(=C[C@@H]2[C@H]1C(=0)Nc3cnceac3ccecd)Cl

RUN845

-0.72

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-e6dd326d-5_1

CN(C)S(=0)(=0)NC[C@@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3encecdc3ccecd

RUN3946

-0.72

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-9582b2c5-1_5

CC(=0)N1CC[C@@H]2[C@@H](C1)CN(C(=0)[C@H]2c3cccc(c3)Cl)c4ence5edceees

RUN257

-0.72

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-f702bflc-2_1

cleee2c(cl)encc2N3C(=0)[C@@]4(CCOc5c4ce(cc5)Cl)N(C3=0)Cebeen[nH]6

RUN2306

-0.72

0.31
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CID:
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RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-1b92fa34-1_1

clecc2c(cl)ence2NC(=0)[C@@H]3CS(=0)(=0)Cc4c3cc(cc4)Cl

RUN4169

-0.72

0.17

NAU-LAT-356bd3c2-7_1
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Z
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CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

NAU-LAT-356bd3c2-7_1

clccc2c(cl)encc20C(=0)c3cceccdc3ec[nH]4

RUNSS8

-0.72

0.13

BEN-DND-c852¢c98b-2_1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

BEN-DND-c852c98b-2_1

clec2ence(c2cc10C(F)(F)F)NC(=0)[C@@H]3CCOc4c3cc(cc4)Cl

RUN1204

-0.72

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-5bb456a5-1 11

RUN2418

-0.72

0.40
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EDJ-MED-fcba3f31-1 1

NN
e

HN

o
L
N

DAR-DIA-0f2f46¢c9-1_1

- IN
N
HN 0
H
N
o

o
(¢}
o

F

F
H
N+

MAT-POS-afd4d4fd-1_1

N
P
HN o
Eo; ;
O¢ >0
|

)

EDG-MED-balac7bh9-14 2
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CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-fcba3f31-1_1

clcce2e(cl)encc2NC(=0)[C@ @]3(CCOc4c3cc(ced)Cl)CO[C@@H]SCCCNC5=0

RUN2538

-0.72

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0f2f46¢9-1_1

clcec2ce(cl)ence2NC(=0)[C@@H]3CCIN@@](c4c3cc(ccd)Cl)S(=0)(=O)N

RUN3218

-0.72

0.15

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-afd4d4fd-1_1

Cclc(cceclCl)CC(=0)Nc2encc3c2cecec3

RUN303

-0.72

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-balac7b9-14_2

CIN@]1CCN(C[C@@H]1C#N)C(=0)C[C@@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedencesedceees

RUN2667

-0.71

0.40
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CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-8e43a7le-2_12

RUN2933

-0.71

0.12

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-16_13

C[C@@H](N(clcncc2clceec2)C(=0)C[C@@H]3CCC[C@H]([C@H]30)C(F)F)O

RUN986

-0.71

0.44

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ROB-UNI-322e8f70-2_2

clccc2ce(cl)encc2NC(=0)[C@H]3CS(=0)(=0)Nc4c3cc(ccd)Cl

RUN3156

-0.71

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-91829f0d-1_1

COclcceccc1OCCNC(=0)c2cencc3c2ceec3

RUN1224

-0.71

0.38
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N H
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CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-8416115c-6_3

clcee2c(cl)ence2NC(=0)[C@@H]3CCN(c4c3cc(cc4)Cl)Ce5een[nH]5

RUN1269

-0.71

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-f893e2a1-10_1

CC(C)(CNC[C@@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccdc3ccecd)CHN

RUN3214

-0.70

0.11

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-40433386-4_1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CNC(=0)C5(CCC5)CO

RUN2556

-0.70

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-4d77710c-7_2

Cnlcc(c2cccec2c1=0)NC(=O)NCCC[N@H+]3CCc4ccccc4C3

RUN198

-0.70

0.22
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CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-8e43a7le-15_8

4c300(cod)Cl)CO(= [C@@HI(CE)C=ON

RUN2989

-0.70

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-8a69d52e-3_1

C[C@H]1C[C@@H](c2cc(ccc201)Cl)C(=0)Nc3cnccdc3ccecd

RUN365

-0.70

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-c65¢1026-1_1

clcec2c(cl)encc2N3CCC[C@@]4(C3=0)COc5e4cc(ccs5)Cl

RUNS3179

-0.70

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

BEN-DND-d1eb1f41-16_2

clcecc2ce(cl)encec2N[C@H](Cc3cec(c(c3)CCHC(F)(F)F

RUN4366

-0.70

0.19
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ALP-POS-347519b5-2_23
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»
N
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/N ~ N\“

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

ALP-POS-347519b5-2_23

RUN4270

-0.69

0.28

KAD-UNI-8a629cb0-13_1

clece2c(c1)ence2NC(=0)[C@@]3(CCOcAc3ee(ced)CINC(=0)CNSCCN(C5=0)C6CCH

RUN2095

-0.69

0.34

CID:
SMILES:
RUN:
) \L DDG (kcal/mol):
& I dDDG (kcal/mol):
ED -GRI-5b13fbe2-15 2 cIb:
N
SMILES:
RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ED_-GRI-5b13fbe2-15_2

CIN@](CC[NH3+))CCOCCO[C@]1(CCOc2c1ec(ce2)Cl)C(=0)Ne3encededeceed

RUN1544

-0.69

0.26

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

ALP-POS-347519b5-1_3

s HI(C3)CO@HZICO@HICHC(

RUN4233

-0.69

0.20
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CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-33_3

clcec2e(cl)ence2NC(=0)[C@H]3c4cc(ccc40[C@@H]5[C@H]3C5)Cl

RUN884

-0.69

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

BEN-DND-a02b439d-14_1

clecc2c(cl)ence2NC(=0)[C@@H]3C[NH2+]Cc4c3cc(c(c4)Cl)Cl

RUNS3671

-0.69

0.10

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-b5746674-37_2

Cnlcc(c2ccecc2c1=0)NC(=0O)N(Cc3ccco3)C[C@H]4CCCO4

RUNG67

-0.69

0.13

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-OccO3aae-4_2

C[N@@](CCO[C@]1(CCOc2clec(ce2)Cl)C(=0)Ne3encedc3eeecd)S(=0)(=0)C

RUN4482

-0.69

0.25
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SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-4f704dc9-2_2

COC[C@]1(CC(=0)Nc2cice(c(c2)Cl)Cl)C(=0)Ne3ence4c3ccccd

RUN3162

-0.69

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ERI-UCB-b3e6b0c2-12_1

CIN@@]1C[C@H](c2c1cce(c2)Cl)C(=0)Ne3encc4c3ecc(c4)C[NH3+]

RUN3046

-0.69

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-4223bc15-14_2

clecc2e(cl)ence2NC(=0)[C@H]3CIN@@](Ce4c3cc(ced)Cl)S(=0)(=0)CCEC[NH2+]C5

RUN4067

-0.69

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-5e7d1b3e-52_1

Cnlcc(c2ccccc2c1=0)NC(=0O)NCCc3ccc(cc3)Cl

RUN1358

-0.69

0.26
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RUN1281
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RUN105

-0.69
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RUN:

DDG (kcal/mol):
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clccc2ce(cl)encc2NC(=0)[C@H]3CCOc4c3cccc4Cl

RUN2047

-0.69

0.40
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clcecc2ce(cl)encc2NC(=0)[C@@H]3CNC(=0)c4c3cc(c(c4)Cl)Cl

RUNS3310

-0.68

0.24
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RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-24_2

CCN(clencc2cleccc2)C(=0)C[C@H]3CCC[C@@H]([C@ @H]30)C(F)F

RUN1031

-0.68

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-15_13

C[C@@H](N(c1ence2elceee2)C(=0)C[C@@H]3CCC[C@H]([C@H]30)C(F)F)OCC4CcCCCCa

RUN969

-0.68

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-0a05¢c952-1_8

clecc2c(cl)ence2N3[C@H](C[C@H](C3=0)c4ccee(c4)Cl[C@H]5CO5

RUN3504

-0.68

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-ecdbc7dd-9_2

clece2c(cl)ence2NC(=0)[C@]3(CCNc4c3ec(cc4)Cl)CINH+]5CCCS

RUN2892

-0.68

0.13
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RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-347519b5-3_24

RUN4307

-0.68

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-8416115c-7_1

clcec2c(cl)ence2NC(=0)[C@@H]3CCN(c4c3cc(cc4)Cl)CC(=0)[0-]

RUN1270

-0.68

0.50

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-12f7543-1_1

clccc2c(cl)encc2NC(=0)[C@@H]3CCOc4c3cc(cn4)Cl

RUN1387

-0.68

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-96151285-4_2

CS(=0)(=0)clccc2ence(c2¢1)NC(=0)[C@H]3CCOc4c3cc(c(c4)F)Cl

RUN3933

-0.68

0.14
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RUN:

DDG (kcal/mol):

dDDG (kcal/mol):
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CN(C)[C@H]ICCIN@H+](CL)[C@@F 1)C(=0]

RUN781

-0.68

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-ffc90da7-6_1

C[C@@H](C[NH2+]CCCO)clcec2ence(c2c1)NC(=0)Ce3ccec(c3)Cl

RUN703

-0.68

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee07cf00-11_5

INC(=0)[C@@HIACC] O)NsCCCes

RUN2829

-0.67

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-5bb456a5-1_4

RUN2408

-0.67

0.40
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NAU'LAT'Zfed8305'6_1 CID: NAU-LAT-2fed8305-6_1

SMILES: clccc2ce(cl)encc2NC(=0)Ce3cec(s3)Cl
RUN: RUN1113
DDG (kcal/mol): -0.67
dDDG (kcal/mol): 0.41

CID: JOH-UNI-6e27fddc-7_1

SMILES: Cclcccc2cle(cnc2)NC(=S)[C@@]3(CCOc4c3cc(cc4)Cl)OC

HN O
RUN: RUN4379
/" DDG (kcal/mol): 0.67
o N,
o O

, dDDG (kcal/mol): 0.37

DAR'DIA'Od514E7d'32_1 CID: DAR-DIA-0d514e7d-32_1

S M I L ES: @@HJ4CO[C@@! =C(C=C5)CI
RUN: RUNBS850
DDG (kcal/mol): -0.67
dDDG (kcal/mol): 0.16

ADA'UCB'dCZb944C'1_2 CID: ADA-UCB-dc2b944c-1_2

Y
/ S M I L ES clecc2c(cl)ence2N3C(=0)C[N@H+([C@@]4(C3=0)CCOc5c4cc(ccs)Cl)CC6CCCCCE
NH;
© F
HN © RUN: RUN598
N
DDG (kcal/mol): -0.67
o)

dDDG (kcal/mol): 0.31
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MAK-UNK-3875bbc8-3 1

NN o)
/
N
"/,,'
HN o vy
v Iy
- - 0
X S
e} )

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-3875bbc8-3_1

CN(clcncc2cleccc2)C(=0)[C@@H]3CCOc4c3ccecd

RUN802

-0.67

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-4aa06b95-5_2

COCC(=0)N1CC[C@H](c2clcce(c2)Cl)C(=0)Nc3encc4c3ceccd

RUN1238

-0.67

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALF-EVA-a24cc7ce-2_1

CN(clcncc2clceeec2)C(=0)[C@@H]3COc4c3cc(ccd)Cl

RUN4955

-0.66

0.15

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ce760d3f-1_2

clccc2c(cl)encc2NC(=0)[C@H]3CCOc4c3cc(cc40)Cl

RUN1462

-0.66

0.33
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EDG-MED-balac7b9-1 4

/lN
N

HN (e}
N 4

ALP-POS-966f8da6-1_1

77 N

N

HN o
H
N
o 00y,
.
3 C} (
o o
O

DAR-DIA-Ocdel4eb-57_1

H;N*

LON-WEI-4d77710c-35_3

/IN
S

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-balac7b9-1_4

clece2c(c1)encc2NC(=0)[C@]3(CCOc4c3cc(ccd)Cl)CC(=0)NSCC[C@H]5C(=0)N

RUN2618

-0.66

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-966f8da6-1_1

clcee2c(cl)ence2NC(=0)[C@@H]3CCN(c4c3cc(cc4)Cl)Ce5encnH]5

RUN1218

-0.66

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-Ocdel4eb-57_1

C[C@@H](clccec(c1)C2(CC2)F)C(=0)Ne3cncecdc3ceccd

RUN25

-0.66

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-4d77710c-35_3

Celeoe(cel)CIN@ @H+]2CC[C@H](C2)CNC(=0)Ne3en(c(=0)cdc3ccced)CC(C)C

RUN224

-0.66

0.15
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DAR-DIA-23e5a6a0-6 1

MAT-POS-932d1078-1_1

/IN
N

O NH
X

MAK-UNK-c749d764-3_1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-23e5a6a0-6_1

clecc2c(c1)ence2NC(=0)[C@@H]3CCO [C@@H]5CCCB(INH2+]5)CCCE)CI

RUN411

-0.66

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-12_1

CIC@H]1CO @@H]1C(=0,

RUNB816

-0.66

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-932d1078-1_1

RUN3588

-0.66

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-3_1

CC1(C[NH2+]C1)OCN(c2cnce3c2ccee3)C(=0)C[C@@HJ4CCC[C@@H]([C@@H]40)C(F)F

RUN906

-0.66

0.27
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ALP-POS-fe871b40-12_2

7 IN
S
HN 0 N:,‘
NN
: :

NN

CID:
SMILES:
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-fe871b40-12_2

CO[C@]1(CCNc2clcc(c(c2)F)Cl)C(=0)Nc3cnccdc3cececsd

RUN3128

-0.65

0.20

CID:

ALP-UNI-3496895b-15 8

4c300(cod)CI)CC( @H|(CE)C(=ON

SMILES:
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

RUN2539

-0.65

0.39

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-91acba05-4_2

clccc2c(cl)encc2NC(=0)[C@H]3CCCc4c3cc(ccd)Cl

RUN475

-0.65

0.39

CID:

SMILES:
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-32_14

clece2c(c1)ence2NC(=0)[C@HIB[C@@HI4CIC@HI4CO[C@HIS[C@@HI3C=C(C=C5)CI

RUNB863
-0.65

0.16
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ALP-UNI-0676e700-4_1

EDJ-MED-e4b030d8-9 1

o HAO/\/O N\
o N 5
o
N HN (0

o

O

EDJ-MED-1b5395f9-3 2

Br

LON-WEI-4d77710c-35 1
NN
~Z

'

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-0676e700-4_1

Celne(on1)COCC(=0)NCIC@]2(CCO )C(=0

RUN2447

-0.65

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-e4b030d8-9_1

clccec2c(cl)encc2NC(=0)[C@@H]3CCOc4c3nc(cc4)Cl

RUN290

-0.65

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-1b5395f9-3_2

COclecc2ence(c2c1)NC(=0)[C@HI3CIN@](Cedc3ec(c(c4)Cl)CNS(=0)(=0)C

RUN4466

-0.65

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-4d77710c-35_1

Celeec(cel)CIN@@H+]2CC[C@@H](C2)CNC(=0)Neen(c(=0)cdc3ccccd)CC(C)C

RUN222

-0.65

0.22
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MAT-POS-e6dd326d-4 1

f

MAT-POS-4223bc15-31_3

NN
Z

DAR-DIA-0f2f46¢c9-14 1
I\

N
%nq}

MIC-UNK-460e637d-2_6
NN

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-e6dd326d-4_1

CS(=0)(=0)NC[C@@]1(CCOc2clcc(cc2)Cl)C(=0)Nec3enccac3ccecd

RUN3943

-0.65

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-4223bc15-31_3

Cnlnce(n1)S(=0)(=0)r @H](C2)C(=0; |

RUN4140

-0.65

0.08

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0f2f46¢9-14_1

CN(C)S(=0)(=0)[N@@]1CC[C@@H](c2c1ece(c2)Cl)C(=0)

RUN3252

-0.65

0.15

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-460e637d-2_6

C[N@H+]1CCN(C[C@ @H]1CO[C@H]2CC(=0)N2)C(=0)Cc3cnccac3ccccd

RUN1887

-0.64

0.52
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EDG-MED-balac7b9-8 2

3N
5

HN (¢}

O;‘ H LIS
N
0%
(0]
O

ALP-POS-2dal9ca7-8 1

NN

.
¢

.
¢

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-balac7b9-8 2

clece2c(c1)ence2NC(=0)[C@]3(CCOcAc3ce(ced)Cl)CC(=0)N(CC#N)C5CCS

RUN2645

-0.64

0.51

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-ba800595-2_2

clcecc2c(cl)encc2NC(=0)[C@H]3CCNc4c3cc(c(c4)F)Cl

RUNS3077

-0.64

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-f6ee7aeb-3_3

CCCoclec(ee(c1)C)C@@HI2CC(=0)N(CIC@H]2c3ccecc3CiN)cdence5edceces

RUN3409

-0.64

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-2dal9ca7-8_1

O)NIC@@H](CC(=

RUN2394

-0.64

0.28
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ALP-UNI-3496895b-11 1

VN
.

MAK-UNK-c749d764-4 4

AN
Z

HN (@]
F H
,I' N
N* uﬁ(
E: H o) 0

EDG-MED-971238d3-11 1

AN

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-3496895b-11 1

clccc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CC(=0)NSCCC(CC5)Cebn[n-]nné

RUN2526

-0.64

0.47

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-4_4

CS[C@H]1CCC[C@H]([C@@H]10)CC(=0O)Nc2cncc3c2ccee3

RUN917

-0.64

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-971238d3-11_1

clecc2ce(cl)ence2NC(=0)[C@@]3(CCOc4c3cec(ccd)Cl)C(=0)[0-]

RUN1476

-0.64

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-93390d0c-4_1

CO[C@@]1(CCOc2clce(c(c2)F)CI)C(=0)Nc3enccdc3ec(ced)S(=0)(=0)C

RUN4525

-0.64

0.25

- 366 -
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ED_-GRI-5b13fbe2-24 1

MIC-UNK-d854bf4c-8_1

7 IN
N
NH3
0 K "

HN

Ir=

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ED_-GRI-5b13fbe2-24 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cee(ced)COCCECn(nNE)CCECINH2+ICE

RUN1555

-0.64

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-c3a96089-4_1

CC(=0)Ncicec(cn1)N(Cc2ccee(c2)Cl)C(=0)Cc3cnccdc3ccecsd

RUN1188

-0.64

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ERI-UCB-d6del1f3c-6_2

clece2e(c1)ence2C(=0)N3C[C@H(N(C(=0)C3)cdcecc(c4)Cl)CINH+]5CCCCCS

RUN1102

-0.63

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-d854bf4c-8_1

CS(=0)(=0)N1CCC2(CC1)CCN(C(=0)[CR@F e

RUN3344

-0.63

0.17
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MAK—UNK—ffC90da7-4_5

NH+

DAR-DIA-Ocdel4eb-60 2

LON-WEI-5e7d1b3e-21 1

HN

loo
H/ :

zZT

(0]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-ffc90da7-4_5

C[C@@H](C[NH2+]C[C@@H]1CCCOl)[C@t 1)C(=0;

RUN700

-0.63

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-Ocde14eb-60_2

C[C@H](clccee(c1)C2(CC2)C#N)C(=0)Nc3cnccdc3cececd

RUNS32

-0.63

0.38

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-5e7d1b3e-21_1

CclcecencINC(=0O)Nc2en(c(=0)c3c2cccc3)CC(C)C

RUN1326

-0.63

0.67

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-7587a9ee-2_2

CS(=0)(=0)[N@]1Cc2cce(cc2[C@@]3(C1)CCCN(C3=O)cdence5eaceecs)Cl

RUN4335

-0.63

0.19

- 368 -
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DAR-DIA-0d514e7d-31_15

CID: DAR-DIA-0d514e7d-31_15
ANV
/ SM I L ES C[C@@H]1CCO[C@H]2C=CC(=C[C@H]2[C@H]1C(=0)Nc3cnceac3ceced)Cl
HN 0 RUN: RUN848
NH/*\\ DDG (kcal/mol): -0.63
HN* T
o o dDDG (kcal/mol): 0.32
RAL'THA'O5E671eb'20_1 CID: RAL-THA-05e671eb-20_1
AN
Z SMILES: clece2c(cl)encc2NC(=0)[C@@HIBCCOc4c3ce(cc4CHN)CI
HN ¢} RUN: RUN2044
O
. " DDG (kcal/mol): -0.63
> e
-~ N
H,
o dDDG (kcal/mol): 0.33
RAL-THA-664CSOCf—3_1 CID: RAL-THA-6e4c80cf-3_1
7 |N
\ SM I L ES clecc2c(cl)ence2NC(=0)[C@@H]3CN(Cc4c3ec(cc4)Cl)C(=0)OCc5encs5
HN O
RUN: RUN3898
N
(NQN* QO: d DDG (kcal/mol): -0.62
o
N
N’\ \ dDDG (kcal/mol): 0.18
MAT'POS'b39365b9'2_1 CID: MAT-POS-b3e365b9-2_1
NN
P SMILES: cleee2c(cl)encc2NC(=0)[C@H]3CCOc4c3cc(ce4)Cl
HN\?O RUN: RUN277
A DDG (kcal/mol): -0.62
(OD/ dDDG (kcal/mol):
- 369 -
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DAR-DIA-9e4459de-15 4

DAR-DIA-2964957d-9 1

Ii

MAT-P0OS-8293a91a-3_2

HO

LON-WEI-9739a092-7_1

%,
HN*

sprint-8-2021-05-30-P0157-dimer-neutral-restrained

NN

HN :O

O ;
P\
NN
y
HN o
Fooy
N
~~
F o
2 N
o5
7 IN
\
HN 0
H
N
(@]

o

o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-9e4459de-15_4

RUN1446

-0.62

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-2964957d-9_1

CN(clccee(c1)Clyc2c(c(=0)c2=0)Nc3cnccdc3ccecd

RUNS518

-0.61

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-8293a91a-3_2

clcc2ence(c2cclC(F)(F)F)NC(=0)[C@H]3CCOc4c3cc(ccd)Cl

RUNS5086

-0.61

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-9739a092-7_1

cleccc2c(cl)encc2NC(=0)Ce3cc(ce(c3)Cl)NCe4dccc(ce4)Br

RUN3271

-0.61

0.22
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EDJ-MED-e4b030d8-1_1

NN
Z

HN (O]

H,N*
\\/lu.

EDG-MED-90036822-49 1

AN
Z

HN

\
- -
O= \
N loe,
-
N N
O O

MAK-UNK-c749d764-33_2

NN

(©]
o / NH
—
‘...““\
N*
H.

RAL-THA-e002e396-13 1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-e4b030d8-1_1

C[C@@]1(c2cc(ccc20CC1=0)Cl)C(=0)Nc3cnccdc3ceecd

RUN283

-0.61

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-49_1

clccc2e(cl)ence2NC(=0)[C@ @]3(CCOc4c3cc(cecd)CINC(=0)Cesenc[nH]5

RUN1727

-0.61

0.42

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-e002e396-13_1

cleee(ccl)OC[C@@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedence5edccees

RUN3479

-0.61

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-33_2

CS(=0)(=0)N(clcncc2clceec2)C(=0)C[C@H]3CCCIC@@H]([C@@H]30)C(F)F

RUN1080

-0.61

0.20
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DAR-DIA-0f2f46¢9-8 2

o

MIC-UNK-5a93dd5f-7_8

Y
A

HN 0
N

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0f2f46c9-8_ 2

CNS(=0)(=0)[N@]1CC[C@@H](c2clcec(c2)Cl)C(=0)Nec3enccdc3ccecd

RUN3238

-0.61

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-4aa06b95-7_3

COCCN1CC[C@H](c2c1cce(c2)Cl)C(=0)Nc3cncecdc3ccecd

RUN1245

-0.61

0.13

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-5a93dd5f-7_8

CC(=0)N(C)[C@H]LCCIN@H+|(C)[C@F 1)C(=0)

RUN777

-0.61

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LAU-MED-88a3970a-3_1

clecc2c(cl)ence2NC(=0)[C@@H]3CCOc4c3cc(cc40CCCO)CI

RUN1501

-0.61

0.15

-372 -



sprint-8-2021-05-30-P0157-dimer-neutral-restrained

DAR-DIA-0f2f46¢9-9 1
7 SN

NS

HN o
F
H
— N
HN /7
N
o) o

MIC-UNK-5a93dd5f-3_14

NN
Z

HN O

\ .
-
O= \
N loe,
/ N~(
O O

MAR-UCB-6ab2ec87-6 1

NS
HN O
N —
\\\ [T
Nﬁé

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0f2f46¢9-9_1

CNS(=0)(=0)[N@@]1CC[C@H](c2clcee(c2)Cl)C(=0)Nec3enccdc3ccecd

RUN3240

-0.61

0.11

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-5a93dd5f-3_14

cleec2c(cl)ence2NC(=0)[C@H](c3ccee(c3)Cl)[N@ @H+]4CC[C@H]5CCCC[C@H]5C4

RUN753

-0.61

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAR-UCB-6ab2ec87-6_1

CIN@@]1C[C@H](c2clccc(c2)Cl)C(=0)Ne3cncc4c3ceecd

RUN3029

-0.61

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ERI-UCB-d6de1f3c-7_1

C[C@@H]1CN(CC(=0O)N1c2ccec(c2)Cl)C(=0)c3cnccdc3ceecd

RUN1099

-0.61

0.36

- 373 -
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ALP-POS-64a710fa-2_1

o

/

H;N*

MAT-POS-b5746674-34 1

AN
Z

N
2

HN (¢]

HN O
&

EDG-MED-90036822-23 2

NN
y/

HN O

DAR-DIA-0d514e7d-32_23
ANV
~Z

-
uull‘\
N*
H.

S

P4

|

(o)

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-64a710fa-2_1

C[NH+](C)CCCN(Cclccesl)C(=0)Cc2cncc3c2ccecec3

RUN465

-0.61

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-b5746674-34_1

CCCC[N@@H+](CCNC(=0)Nclcn(c(=0)c2clccec2)C)Ce3ccco3

RUNG6

-0.61

0.12

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-23_2

C[C@H](CCclc(n[nH]n1)C(=0)N[C@]2(CCO 1)C(=0]

RUN1694

-0.60

0.50

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-32_23

clccc2c(c1)ence2NC(=0)[C@@H]3[C@HJ4C[C@H]4CO[C@@H]5[C@H]3C=C(C=C5)CI

RUN872

-0.60

0.24
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sprint-8-2021-05-30-P0157-dimer-neutral-restrained

DAR-DIA-0f2f46¢9-2_1

/IN
N

HN o)
H
N
Flo, ..,«
(o] (o]
NH3;

VLA-UCB-34f3ed0c-15_1
NN
Z

HN (O]
=
F\Q
H
H N
O~
(6] O

EDG-MED-balac7b9-12_2

OH

EDJ-MED-6d9ff7d0-8_1
N

N

HN O

Iz

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0f2f46¢9-2_1

clcce2c(cl)encc2NC(=0)[C@H]3CCIN@ @](c4c3cc(ccd)Cl)S(=0)(=0)N

RUN3222

-0.60

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-34f3ed0Oc-15_1

clece2e(c1)ence2N3C(=0)[C@@J4(CCOC5CAco(ce5)CIN(C3=0)CNECCINH2+]CCE

RUNG639

-0.60

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-balac7b9-12_2

clece2c(c1)ence2NC(=0)[C@]3(CCOcAc3ce(ced)Cl)CC(=0)NSCCCIC@@H]5c6n[n-Inné

RUN2659

-0.60

0.43

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-6d9ff7d0-8_1

clece2e(c1)ence2NC(=0)[C@]3(CCOcAc3cc(ced)CNH2+ICIC@@H]SCCC(=0)NS

RUN3433

-0.60

0.15
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PET-UNK-55f647aa-1_1

NN
Z

HN (o}
F H
N
o)
N+
HZ F O O

ALP-POS-5bb456a5-2_8

MAT-POS-b5746674-109 1

Br

Y
b

HN O
Eoé :

EDJ-MED-670ad2ee-6 2

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-55f647aa-1_1

CN(C)clcee(ncl)N(Cc2cesc2)C(=0)Ce3cnccdc3ceccd

RUNS69

-0.60

0.42

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-5bb456a5-2_8

RUN2429

-0.60

0.42

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-b5746674-109_1

CC(C)Cnlcc(c2cceecc2c1=0)NC(=O)NCC[NH+]3CCOCC3

RUN92

-0.60

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-670ad2ee-6_2

clcc2cencec(c2cc1F)NC(=0)[C@@H]3C[N@](Cedc3cec(ce4)Cl)S(=0)(=0)C5CC5

RUNS3870

-0.60

0.22
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sprint-8-2021-05-30-P0157-dimer-neutral-restrained

EDG-MED-balac7b9-28_4

/IN
N

HN o

".00

ALP-POS-f13221e1-2 1

Y
P/

HN O
\O
\\\ loo
N
R\
O o o
(@]

MAT-POS-8a69d52e-2_1

Y
P/

NG
oS
MAT-P0OS-24589f88-12_2

/|N
N

HN (¢}

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-balac7b9-28_4

C[N@H+](CCO)C1CCN(CC1)C(=0)C[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Neacnce5edccees

RUN2735

-0.59

0.12

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-f13221e1-2_1

clccc2c(cl)encc2NC(=0)COc3ccec(c3)Cl

RUN183

-0.59

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-8a69d52e-2_1

C[C@@H]1C[C@@H](c2cc(ccc201)Cl)C(=0)Ne3enceac3ceccd

RUN364

-0.59

0.47

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-2458988-12_2

clcee2c(c1)ence2NC(=0)[C@]3(CCOc4c3cc(ccd)Cl)CINH2+]Ce5ccc(ce5)S(=0)(=0)N

RUN4799

-0.59

0.21
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KAD-UNI-877d7bed-12_1

N

7

N
) NH
Y

HO

MIC-UNK-54748b58-2_1

/lN
N

HN (¢}
o

KAD-UNI-877d7bed-11_2

N

Qe

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

KAD-UNI-877d7bed-12_1

clece2c(c1)ence2NC(=0)[C@@H]3CCOcAc3co(cc40CCIC@@HISC(=0)NC(=O)NS)CI

RUN3751

-0.59

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-54748b58-2_1

CNC(=0)C[N@@]LC[C

1(=0)=0)CI)(C(=0} oc

RUN4851

-0.59

0.45

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

KAD-UNI-8a629cb0-26_1

clcee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)ICCC(=0)NSCCH(C5)CCO6

RUN2106

-0.59

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

KAD-UNI-877d7bed-11_2

CC(C)([C@H]1CCN(C1)C(=0)COc2cc(cc3c20CC[C@@H]3C(=0)Ncdcnce5cdcceee5)Cl)O

RUN3748

-0.59

0.21
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ALP-POS-347519b5-3_53

MAT-POS-78e1d523-5_1

/IN
N

HN O
HO 144 H
N
F
O O

MAT-POS-8d5aflef-1_2

N
=
HN 0
/.
o\/N
: o o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-347519b5-3_53

CS(=0)(= HI(C1)C(=

RUN4321

-0.59

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-fcOede84-1_2

CN(C)C(=0)COC[C@]1(CCOc2clce(cc2)Cl)C(=0)Nc3enccdc3ccccd

RUN4408

-0.59

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-78e1d523-5_1

clccc2c(cl)encc2NC(=0)[C@@H]3CCNc4c3cc(c(c4)Cl)Cl

RUN3282

-0.58

0.13

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-8d5aflef-1_2

clccec2c(cl)encc2NC(=0)[C@H]3CC(=0)Nc4c3cc(ccd)Br

RUN1129

-0.58

0.26

- 379 -
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ALP-POS-780445ae-2_2

NN
Z

o NH \
o3 e
S aS

LAU-MED-88a3970a-7_1
AN\

LON-WEI-5e7d1b3e-59 2

B

N

EDJ-MED-fcba3f31-5_1

NN
&
HN ; o
¢
)
\

[}
oV ¥

N/,

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-780445ae-2_2

CC(C)(C)eclece(cc1)N([C@H](c2ence3c2ccce3)C(=0)NCC[NH+]4CCOCC4)C(=0)c5cocn5

RUN1175

-0.58

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LAU-MED-88a3970a-7_1

clcec2c(cl)encc2NC(=0)[C@@H]3CCOc4c3cc(cc4CCCCO)CI

RUN1502

-0.58

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-5e7d1b3e-59 2

Cnlcc(c2ccecc2c1=0)NC(=0O)N(Cc3ccco3)C[C@H]4CCCO4

RUN1370

-0.58

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-fcba3f31-5_1

cleec2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)COC[C@H](CO)F

RUN2547

-0.58

0.39
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DAR-DIA-0d514e7d-32_8

N
P

HN O

MAT-POS-fb82b63d-3_3

/IN
N

HN O
HO 144 H
N
.
N
)
O O

EDJ-MED-93390d0c-2_2

7 IN
S
HN o
\ /'l.o
Y i
S :

EDJ-MED-c82a5324-2_4

S

OH

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-32_8

clece2c(c1)ence2NC(=0)[C@HIB[C@HIACIC@HICO[C@@HIS[C@@HI3C=C(C=C5)CI

RUNB857

-0.58

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-fb82b63d-3_3

CIN@@H+]1CCc2ccc(cc2[C@H]1C(=0)Nc3cnccac3ceecd)Cl

RUNS3175

-0.58

0.12

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-93390d0c-2_2

CS(=0)(=0)clcec2e(c1)encc2NC(=0)[C@H]3CCS(=0)(=0)c4c3cc(cc4)Cl

RUN4519

-0.58

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-c82a5324-2_4

clceec2c(c1)ence2NC(=0)[C@H]3C[N@H+](Cc4c3cc(ccd)Cl)ICC(=0)NC5COCS

RUN4730

-0.58

0.25

- 381 -
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ALP-POS-fe871b40-7_1

CID: ALP-POS-fe871b40-7_1
77 N
\ I SMILES: CO[C@@]1(CCOc2clcc(cn2)Cl)C(=0)Nc3encedc3ceecd
HN o RUN: RUN3119
° N
\/\ — \q DDG (kcal/mol): -0.58
o)
\ ’\’ N\ /
N dDDG (kcal/mol): 0.27

MAT-POS-4223bc15-9 4

77 N

CID: MAT-POS-4223bc15-9 4

MAK-UNK-c749d764-20_1

ALP-POS-fe871b40-11 2

- IN ° o
N
HN o N

N SMILES:

HN (¢]
H
N
o
o
(0] o
C\‘)

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

)S(=0)(= HISO

RUN4012

-0.57

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-20_1

CCCN(clencc2clceecc2)C(=0)C[C@@H]3CCC[C@@H]([C@@H]30)C(F)F

RUN1007

-0.57

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-fe871b40-11_2

CO[C@]1(CCOc2clcc(c(c2)F)Cl)C(=0)Nc3cnccac3ceecd

RUN3130

-0.57

0.19

- 382 -
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EDG-MED-90036822-45 1

CID:
AN
A

EDG-MED-90036822-45 1
SMILES: clece2c(c)ence2NC(=0)[C@@IB(CCO! NC(=0)C(
HN 0 RUN: RUN1723
Ns'l.oq
. /“ DDG (kcal/mol): -0.57
> [
-~ N
H.
o dDDG (kcal/mol): 0.34
DAR'DIA'Of7b7Cd9'8_1 CID: DAR-DIA-0f7b7¢cd9-8_1
7 N
\ I S M I L ES clecc2c(cl)encc2N3C(=0)[C@@]4(CCOc5c4cc(cc5)Cl)C(=0)S3
F
HN o) RUN: RUN3016
DDG (kcal/mol): -0.57
o dDDG (kcal/mol): 0.07
EDG-M ED'971238d3'4_1 CID: EDG-MED-971238d3-4_1
NN
/ o / SMILES: clcec2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)[NH3+]
-« :O
HN o H RUN: RUN1469
H+

‘ DDG (kcal/mol): -0.57

o)
dDDG (kcal/mol): 0.35
ERI'UCB'Ce40166b'5_2 CID: ERI-UCB-ce40166b-5_2
NN
P SMILES: clece2c(cL)encc2CC(=0)Ne3ee(ce(c3)Cl)O[C@HIACC(=0)N4
HNYO RUN: RUN41
A DDG (kcal/mol): -0.57
o dDDG (kcal/mol):
- 383 -
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RAL-THA-1d44ff04-11 1

sprint-8-2021-05-30-P0157-dimer-neutral-restrained

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-1d44ff04-11_1

CNS(=0)(=0)clcc(cc(c1)Cl)CC(=0)Nc2cence3c2cccc3

RUN446

-0.57

0.26

CID:

MIC-UNK-9582b2c5-1_1

SMILES: CCI=ONICCIC@@HZIC@@HICON(C(-OIC@@H 2cccec(ca)Cdenccscdccccs
RUN: RUN249
DDG (kcal/mol): -0.57
— dDDG (kcal/mol): 0.27

CID: ALP-POS-a0ad4abd7-2_2
7 |N
\ SM I L ES clcec2e(cl)ence2NC(=0)[C@]3(CCOc4c3ccc(c4)Cl)CNe5eec[nH]e5=0
HN O
RUN: RUN3566
H e
& ‘(
O‘ > d DDG (kcal/mol): -0.56
O, N

7 % dDDG (kcal/mol): 0.20

CID: RAL-THA-58fba2bc-1_1
Y
\ I SM I L ES clcec2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)CC(=0)[0-]
RUN: RUN3647
HN*
,”l DDG (kcal/mol): -0.56
OH
dDDG (kcal/mol): 0.37
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BEN-DND-d1eb1f41-7_2

LON-WEI-4d77710c-42_2

AN
Z

HN 0
N

. L)
\\ o

NIR-THE-590dedc7-1 1

o \\ll\l O
....ml\wj:,\l\/lo/\

MIC-UNK-644c43c7-1_1

NN
P/
HN 0 —
/N
Y

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

BEN-DND-d1eb1f41-7_2

C[N@H+]1CCN(C(=O)[C@H]1c2ccce(c2)Cl)c3cnccdc3ceccd

RUN4353

-0.56

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-4d77710c-42_2

CC(C)Cnlcc(c2ccecec2c1=0)NC(=O)N[C@H]3CCCc4c3ccecd

RUN230

-0.56

0.12

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

NIR-THE-590dedc7-1_1

CC(=0)N1CC[NH+](CC1)[C@@H](c2ccee(c2)Cl)C(=0)Nec3enccdc3ccecd

RUN1940

-0.56

0.50

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-644c43c7-1_1

clcecc2c(cl)encc2NC(=0)Ce3cc(ce(c3)Cl)CCNCC(F)(F)F

RUN433

-0.56

0.33
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DAR-DIA-0d514e7d-26_1

JAG-UCB-f37eaal4-7_1

7 IN
\
HN o Na N
/’Q\/‘N
(@)
(@]

MAT-POS-53907alc-3 2
Y

=

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-26_1

C[C@@H]1COc2c(cc(cc20C)Cl)[C@]1(C)C(=0)Nc3enccac3ceccd

RUN829

-0.55

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JAG-UCB-f37eaal4-7_1

RUN3066

-0.55

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-c82a5324-2_1

clece2c(c1)ence2NC(=0)[C@@HIBCIN@@H+](Cedc3ec(ced)Cl)CC(=0)NC5COCS

RUN4727

-0.55

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-53907alc-3_2

clece2e(c1)encc2NC(=0)N(CCC3CCCCC3)edec(ce(c4)Cl)O[C@H]SCC(=0)NS

RUNS526

-0.55

0.43
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sprint-8-2021-05-30-P0157-dimer-neutral-restrained

ALP-POS-e0Ofe77e5-1 1

MAT-POS-b5746674-104 1

AN
Z

HN O
h 4

MIC-UNK-0a05c952-1_2

©Q'

RAL-THA-1d44ff04-6_1

©Q
T

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-e0fe77e5-1_1

clcece2ce(cl)encc2N3CCC[C@@H](C3=0)c4ccc(c(c4)Cl)Cl

RUN2318

-0.55

0.48

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-b5746674-104_1

CC(C)Cnlce(c2eeeec2c1=0)NC(=0)N3CCCA(CC3)0CCO4

RUNS8O

-0.55

0.10

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-0a05c952-1_2

clecc2c(cl)ence2N3[C@H](C[C@@H](C3=0)c4ccec(c4)Cl)[C@@H]5CO5

RUN3497

-0.55

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-1d44ff04-6_1

COC(=0O)NCc1cc(cc(cl)Cl)CC(=0O)Nc2cncc3c2cecec3

RUN443

-0.55

0.53

- 387 -



sprint-8-2021-05-30-P0157-dimer-neutral-restrained

JOH-SUS-a69¢159d-5 1
NN

MAK-UNK-8be7dca9-9 1

AN

./
(@)
HN (@)
»’7\.“
N
N /N/)
O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-SUS-a69¢159d-5_1

clcc2c(cclF)c(cnc2F)NC(=0)[C@@H]3CCOc4c3cc(cc4)Cl

RUN1125

-0.55

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-05e671eb-28_2

clcece2ce(cl)encc2NC(=0)[C@H]3CCOc4c3c(c(ccd)ClF

RUN2061

-0.55

0.62

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-8416115c-2_2

CN1CC[C@@H](c2clccc(c2)Cl)C(=0)Nc3cncc4c3cececsd

RUN1252

-0.55

0.38

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-8be7dca9-9 1

clcc2e(cc1C(=0)[0-])cncc2NC(=0)[C@@H]3CCOc4c3cc(cc4)Cl

RUNS08

-0.55

0.27

- 388 -



sprint-8-2021-05-30-P0157-dimer-neutral-restrained

ROB-UNI-322e8f70-1_2

DAR-DIA-23e5a6a0-4_1

Y
/
HN 0
(o] NH3

MIC-UNK-02d7a284-3 1
I\

N
(@)
HN (@)
»’7\.“
N
N /N/)
O

FRA-DIA-b66f7109-2_1

\N HsN*
N
= N/ 4 IC
\
HN O/F+/N

o F

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ROB-UNI-322e8f70-1_2

clccec2ce(cl)encc2NC(=0)[C@H]3c4cc(cccdNC(=0)N3)Cl

RUN3152

-0.54

0.11

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-23e5a6a0-4_1

clece2c(c1)ence2NC(=0)[C@@HI3CCOcAc3ce(cc40[C@@H]ECCH(CCE)CINH2+]5)CI

RUN407

-0.54

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-02d7a284-3_1

CC(=0O)NC[C@@H]1CN(CC(=0)N1c2ccee(c2)Cl)C(=0)c3encc4c3ceccd

RUN3258

-0.54

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

FRA-DIA-b66f7109-2_1

clcec2c(cl)ence2NC(=0)[C@H]3COc4c3cc(cc4Cl)O[C@@H]5CC(=0)N5

RUN393

-0.54

0.36

- 389 -



sprint-8-2021-05-30-P0157-dimer-neutral-restrained

MAT-POS-4223bc15-6_4

Y
Z
HN 0
f NH/*\\ he.
\\\" 0 0

MIC-UNK-d854bf4c-1_2

o o
H
i
o N
© HN
o

1
N

U

<KIN
HN o
Eo; g

EDG-MED-90036822-55 1
NN

EDJ-MED-8c98ee63-1 1

F
J@ét
N
F F
HN 0
5@

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-4223bc15-6_4

CCS(=0)(=0)[N@]1Cc2ccc(cc2[C@H](C1)C(=0)Nc3cncc4c3ccccd)Cl

RUN3995

-0.54

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-d854bf4c-1_2

CC(=0)N1CCC2(CC1)CN(C(=0)[C@H]2c3ccec(c3)Cl)cdcnce5eaceees

RUN3329

-0.54

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-55_1

clece2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)ClINC(=0)c5eec(ncS)NECC(CE)[NH3+]

RUN1735

-0.54

0.45

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-8c98ee63-1_1

COCCC[NH2+]C[C@@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3encc4c3ceccd

RUN2849

-0.54

0.07

-390 -



sprint-8-2021-05-30-P0157-dimer-neutral-restrained

PET-UNK-8c422e11-1_1

NN
Z

MIC-UNK-cdc2493e-14 4
NN

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-8c422e11-1_1

CC(clcc(ce(cl)Cl)CC(=0)Nc2encc3c2cccc3)(F)F

RUNS3712

-0.54

0.45

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-cdc2493e-14_4

clcee2e(c1)ence2NC(=0)N(c3ccee(c3)Cl)[C@H]4CC[C@H](C4)[NH+]5CCCCC5

RUNS58

-0.54

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-25_3

COC(=0)N(c1encc2elcece?)C(=0)C[C@@H]3CCCIC@H](C@@HI30)C(F)F

RUN1040

-0.54

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-1981ceba-4_4

cleec2e(c1)ence2NC(=0)[C@H]3C[N@](Ccdc3ec(ce4)Cl)S(=0)(=0)NSCC(C5)CHN

RUN4695

-0.53

0.29
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sprint-8-2021-05-30-P0157-dimer-neutral-restrained

ALP-POS-fe871b40-15 1

7 IN
N
HN 0
/ %,
o INH;
o

RAL-THA—05667leb-20_2

Oﬂ N/lu.

PET-UNK-c5865d42-1 2

I NN
y/
HN

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-fe871b40-15_1

clccc2ce(cl)encc2NC(=0)[C@@H]3CC(=0)Ncac3cc(c(cd)F)Cl

RUN3135

-0.53

0.15

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-05e671eb-20_2

clccc2c(cl)encc2NC(=0)[C@H]3CCOc4c3cc(ccdC#N)CI

RUN2045

-0.53

0.44

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-c5865d42-1_2

clcce2ce(cl)encc2NC(=0)Cc3cc(cc(c3)Cl)C[C@H]4CCINH2+]4

RUN424

-0.53

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-56836b69-1_1

clcecc2ce(cl)encc2NC(=0)[C@@H]3CC(=0)Nc4ac3cc(c(c4)Cl)Cl

RUN2300

-0.53

0.25

- 392 -



sprint-8-2021-05-30-P0157-dimer-neutral-restrained

ALP-UNI-8e43ar7le-5 4
NN
Z

HN (O]

HaN*

-

LON-WEI-5e7d1b3e-28 1

H.N

(@]
T\

PET-UNK-83d689b6-4_1

I NN
No S
HN 0

EDJ-MED-670ad2ee-7_2

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-8e43a7le-5_4

RUN2948

-0.53

0.13

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-5e7d1b3e-28_1

CC(C)Cnlcc(c2cccecc2c1=0)NC(=0)NCc3cc(ccc30C)OC

RUN1337

-0.53

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-83d689b6-4 1

clcec2c(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)OCCe5nnes5

RUN4196

-0.53

0.08

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-670ad2ee-7_2

CN(C)S(=0)(=0)IN@]1C @@H](C1)C(=0, HF)C

RUN3872

-0.52

0.33
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EDG-M ED—90036822—90_1

EDG-MED-90036822-60_1

E\ 5

I

zZ
§

(o]

o

N\ 74

LON-WEI-5e7d1b3e-33 1

ALP-POS-477dc5b7-2_1

NN
e

HN (e]
&

OH

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-90_1

clece2ce(cl)encc2NC(=0)[C@@]3(CCOx )CI)NC(=0)[C@@F )[NH3+]

RUN1795

-0.52

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-60_1

C[C@@H](C(=0)N[C@]1(CCOx )CI)C(=0)

RUN1738

-0.52

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-5e7d1b3e-33_1

C[C@@H]1c2cc(c(cc2CCN1C(=0)Ne3en(c(=0)c4c3cccc4)C)OC)0C

RUN1334

-0.52

0.39

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-477dc5b7-2_1

clcece2ce(cl)encc2NC(=0)[C@@H]3CCNc4c3cc(ccd)Cl

RUN299

-0.52

0.23
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LAU-MED-88a3970a-16_1

sprint-8-2021-05-30-P0157-dimer-neutral-restrained

EDJ-MED-d1555997-2_1

N

NN
Z

HN O

/] H [ITH
N
(6] (6]

EDJ-MED-841e0cf0-5_4

N

7
N
o=- NH

VLA-UCB-34f3ed0c-20_1

ANV
Z

HN O
F H
N
% N*
HZ F O O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-d1555997-2_1

Cclecee2c1c(enc2)NC(=0)[C@@HI3CIN@@](Ceac3ec(ce4)Cl)S(=0)(=0)C

RUN4346

-0.52

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LAU-MED-88a3970a-16_1

clcec2c(c1)encc2NC(=0)[C@H]3CCOc4c3cc(cc4CCS(=0)(=0O)N)Cl

RUN1512

-0.52

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-841e0cf0-5_4

clec2ence(c2c1F)NC(=0)[C@HISCIN@](Cedc3ec(ced)Cl)S(=0)(=0)C5CC5

RUNS3839

-0.52

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-34f3ed0c-20_1

clccc2c(cl)ence2N(C(=0)c3enc[nH]3)C(=0)[C@@H]4CCOc5c4cc(cc5)Cl

RUNG647

-0.52

0.33
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MAK-UNK-c749d764-24 7

PET-UNK-83d689b6-2_1

J@@
N
F
HN o
o)
N\
o)

VLA-UCB-1dbca3b4-10 1
N
.

HN

o
o
o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-24_7

CCN(clencc2clceecc2)C(=0)C[C@@H]3CCC[C@H]([C@H]30)C(F)F

RUN1037

-0.52

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-76695c4f-10_1

RUN2174

-0.51

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-83d689b6-2_1

clecc2ce(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)OCCe5ecenns

RUN4194

-0.51

0.07

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-1dbca3b4-10_1

clcecc2ce(cl)encc2N3C(=0)CC[C@@H](C3=0)c4cccc(c4)Cl

RUN160

-0.51

0.44
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sprint-8-2021-05-30-P0157-dimer-neutral-restrained

LEE-CAM-7ab9b158-4_4

NN
2
HN o)
N
\\ /'lo
N
- o)
N\ N

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LEE-CAM-7ab9b158-4_4

clceec2c(c1)ence2NC(=0)[C@]3(CCOc4c3cc(ccd)Cl)COC[C@H]SCN6C[C@ @H](05)CCC6=0

RUN2213

-0.51

0.44

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ERI-UCB-d6delf3c-5_2

clecc2ce(cl)encc2C(=0)N3C[C@H](N(C(=0)C3)c4ccee(c4)Cl)CC5CCCCCs

RUN1096

-0.51

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-347519b5-1_47

RUN4253

-0.51

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-9e4459de-11_11

(=0)[C@HIsCC ONC7=0)0

RUN1419

-0.51

0.12
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PET-UNK-bb7ffe78-1_1

7
N

F H
N
% N+
HZ F O

N

HN o
?O

BEN-BAS-5c03e89e-2 4

NN

Z

OYNH

HO

MIC-UNK-67d4a29a-3_1

NN

=

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-bb7ffe78-1_1

CCclcc(cc(c1)Cl)CC(=0)Nc2encce3c2ceec3

RUN3327

-0.51

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

BEN-BAS-5c03e89e-2 4

CC(C)([C@H]1C=Nc2ccc(cc2[C@H]1C(=0)Nc3encc4c3ceec4)Cl)O

RUN1146

-0.50

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-2d450e86-25_1

clccc2ce(cl)encc2NC(=0)Ce3cc(ccc3F)Cl

RUN1991

-0.50

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-67d4a29a-3_1

Cclccec2cele(enc2)N(C)C(=0)Cce3ccec(c3)Cl

RUN1089

-0.50

0.20
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VLA-UNK-ba665ac8-2_2

77 IN
N
HN 0
S
NH* H
N
f()'"
F
o o

VLA-UNK-db5e3064-1_1

o o
H
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o N
© HN
o

1
N

U

<KIN
HN o
Eo; g

JOH-SUS-a69¢159d-4 1
NN

ALP-UNI-8e43a7le-2_8

*)i-ELAN 2
N N

HN (¢}
HN

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-ba665ac8-2_2

C[N@H+]1CC(=0O)N(C(=0)[C@@]12CCOc3c2cc(cc3)Cl)cacncc5edceecs

RUN3304

-0.50

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-db5e3064-1_1

clccc2c(cl)encc2N3C(=0)CO[C@@H](C3=0)c4cccc(c4)Cl

RUN3089

-0.50

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-SUS-a69¢159d-4_1

cleec2c(cl)c(cnc2C(F)(F)F)NC(=0)[C@@H]3CCOc4c3cc(cc4)Cl

RUN1122

-0.50

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-8e43a7le-2_8

RUN2930

-0.50

0.29
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EDG-MED-90036822-5_1

KAD-UNI-80f122¢8-5_4

S

sprint-8-2021-05-30-P0157-dimer-neutral-restrained

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-5_1

clcce2e(cl)encc2NC(=0)[C@ @]3(CCOc4c3cc(ccd)ClINC(=0)[C@@H](CF)[NH3+]

RUN1660

-0.49

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-9b23ef84-11_1

clcec2c(c1)encc2NC(=0)[C@@H]3CN(Cc4c3cc(cc4)Cl)c5neno5

RUN4441

-0.49

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-20_2

CCCN(clcencc2elceec2)C(=0)C[C@H]3CCC[C@@H]([C@@H]30)C(F)F

RUN1006

-0.49

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

KAD-UNI-80f122c8-5_4

RUN2312

-0.49

0.22

- 400 -



sprint-8-2021-05-30-P0157-dimer-neutral-restrained

RAL-THA-8416115c-12 2
NN

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-8416115c-12_2

clecc2ce(cl)ence2NC(=0)[C@H]3CCN(c4c3cc(ced)Cl)Ce5n[n-Inn5

RUN1292

-0.49

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-balac7b9-4 1

RUN2626

-0.49

0.51

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ED_-GRI-5b13fbe2-48_2

C[C@H](C[NH2+]CCO[C@]1(CCOc2c1ce(cc2)Cl)C(=0)Ne3enceac3cceed)O

RUN1591

-0.49

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-689df078-1_1

clccec2c(cl)encc2N3C(=0)CC[C@H](C3=0)c4cccc(c4)Cl

RUN3097

-0.49

0.21

- 401 -



sprint-8-2021-05-30-P0157-dimer-neutral-restrained

BEN-BAS-c2bc0d80-1_1
NN

‘NH/*\\

pe

JOH-SUS-a69¢159d-7_1

N
P

HN o
O‘ \ L]
N
[e) o
NH
HN ]

N _NH
N
H

VLA-UNK-f702bflc-4_1

K
by

PET-UNK-2c6614b6-6_1

o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

BEN-BAS-c2bc0d80-1_1

clcece2ce(cl)encc2NC(=0)[C@@H]3CC=Nc4c3cc(cc4)Cl

RUN1133

-0.48

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-SUS-a69¢159d-7_1

clcc2c(cclF)c(c(nc2F)F)NC(=0)[C@@H]3CCOc4c3cc(ccd)Cl

RUN1130

-0.48

0.38

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-f702bflc-4_1

cleec2ce(c1)ence2N3C(=0)[C@@14(CCOc5c4cc(ce5)CI)N(C3=0)C[C@@H]6CC(=0)NC6

RUN2313

-0.48

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-2c6614b6-6_1

clcc2ence(c2cc1F)NC(=0)[C@@H]3CCS(=0)(=0)c4c3cc(cc4)Cl

RUN4811

-0.48

0.17

- 402 -



sprint-8-2021-05-30-P0157-dimer-neutral-restrained

MAT-POS-4223bc15-23 3

/lN
N

HN O
o
\
o
E

BEN-BAS-c2bc0d80-7_1

NN
Z
OYNH .

KAD-UNI-877d7bed-16_1

O

%
+ ’[’

Rt

MIC-UNK-5a93dd5f-12_2

ee

BZ

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-4223bc15-23_3

CNC(=0)C[N@@H+]1Cc2ccc(cc2[C@H](C1)C(=0)Nc3cnccdc3ccecd)Cl

RUN4108

-0.48

0.06

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

BEN-BAS-c2bc0d80-7_1

CN1C(=0O)N(C(=0)[C@@]12CCOc3c2cc(cc3)Cl)cdcnce5edceees

RUN1138

-0.48

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

KAD-UNI-877d7bed-16_1

clcec2e(cl)ence2NC(=0)[C@@H]3CCOc4c3cc(cc40CCn5c(ccc50)0)Cl

RUNS3758

-0.48

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-5a93dd5f-12_2

cleec2c(cl)ence2NC(=0)[C@H](c3ccee(c3)Cl)[N@ @]4CC[C@@H](C4)[NH+]5CCCCC5

RUN791

-0.48

0.28

- 403 -



sprint-8-2021-05-30-P0157-dimer-neutral-restrained

MIC-UNK-b9827126-1 1

7 IN
N
HN o
\HN* ¥
(D
o 0

N
—

RAL-THA-2d450e86-4 1
Y

=

HN o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-b9827126-1_1

clccc2c(cl)encc2C(=0)N3CCN(C(=0)C3)c4cce(c(c4)Cl)Cl

RUN3246

-0.48

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-9_1

C[C@H]1COc2c(cc(cc2[C@@H]1C(=0)Nc3enccdc3ccccd)Cl)c5ceeees

RUN813

-0.48

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-2d450e86-4_1

COclccee(ccl)CC(=0)Nc2encec3c2ccecc3

RUN1969

-0.48

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-70ae9412-2_1

C[NH+](C)CC(=O)NC[C@@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccac3ccecd

RUN3167

-0.48

0.21

- 404 -



sprint-8-2021-05-30-P0157-dimer-neutral-restrained

JAG-UCB-f37eaald-6_1

7 IN
S HO
HN o F
-
-
L J
(0] N*
H
0

EDJ-MED-1981ceba-3 3

77 IN
N
HN o)
“d "
/ [ITH
N—
N N*
H.

DAR-DIA-6a508060-2_1

Y /N\
= (’ "\
HN o HN® HN*

o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JAG-UCB-f37eaal4-6_1

cleee2c(c1)encc2N3CC[C@@)4(C3=0)CIN@@)(c5c4cc(ce5)Cl)[C@@H]6CC(=0)N6

RUN3062

-0.48

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-1320d94d-3_1

RUN4974

-0.48

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-1981ceba-3_3

COC1CN(C1)S(=0)(=0, @H](C2)C(=0 ]

RUN4691

-0.48

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-6a508060-2_1

clccc2c(cl)encc20C(=0)[C@@H]3CCOc4c3cc(ccd)Cl

RUN334

-0.47

0.70

- 405 -



sprint-8-2021-05-30-P0157-dimer-neutral-restrained

BEN-BAS-c2bc0d80-4 2
I NN
Z

(0] NH o

N~
11}
N
o )

DAR-DIA-0587064e-10_2

/IN
N

HN O
HO H
FHN
= ¢} @)

LAU-MED-88a3970a-17_1

AN

(] =

(B

MIC-UNK-5a93dd5f-2_6
AN
Z

HN O
O
O
HoN /
N -
[N - o
(@]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

BEN-BAS-c2bc0d80-4_2

clccc2c(cl)encc2NC(=0)[C@H]3CC=Nc4c3[nH]c(cc4=0)ClI

RUN1141

-0.47

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0587064e-10_2

clcec2c(cl)encc2NC(=0)[C@H]3CCOc4c3cc(cc4OCCC(F)(F)F)CI

RUNS3358

-0.47

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LAU-MED-88a3970a-17_1

CNC(=0)CCclcc(cc2¢10CC[C@H]2C(=0)Ne3encc4c3ccecd)Cl

RUN1513

-0.47

0.56

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-5a93dd5f-2_6

cleec2e(cl)ence2NC(=0)[C@H](c3ccee(e3)Cl)NH+]4C[C@@H]5CCCC[C@H]5C4

RUN739

-0.47

0.29
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sprint-8-2021-05-30-P0157-dimer-neutral-restrained

ALP-POS-5bb456a5-1_2

NN
5
HNYo
Q\ION

NE

ALP-POS-347519b5-1 61

NN
P

HN (e}

(¢]

A

EDJ-MED-d203f206-10_1

ALP-UNI-dbbfd3db-15_2

77 SN
N

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-5bb456a5-1_2

RUN2407

-0.47

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-347519b5-1_61

RUN4261

-0.47

0.13

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-d203f206-10_1

RUN2572

-0.47

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-dbbfd3db-15_2

C[C@H](C(=0)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enceac3cecc4)NC(=0)C5CCCh

RUN2786

-0.47

0.29

- 407 -



sprint-8-2021-05-30-P0157-dimer-neutral-restrained

MAK-UNK-c749d764-21_7

NN
2

DAR-DIA-Ocdel4eb-58 1

WIN
s

HN (¢]

MIC-UNK-5a93dd5f-9_1

NN
Z

HN O

\
- -
O= \
N loe,
-
N N
O O

MAK-UNK-ffc90da7-3 2

Y

Z

HN O
¢

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-21_7

CCCCN(clcnec2cleecc2)C(=0)C[C@@H]3CCC[C@H]([C@H]30)C(F)F

RUN1021

-0.47

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-Ocdel4eb-58_1

C[C@@H](clccee(c1)C2(CC2)1)C(=0)Nc3cncc4c3ceecsd

RUN28

-0.47

0.45

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-5a93dd5f-9_1

CN(O)[C@@H]ICCN@@H+](Cl)[CeQ@ )C(=0;

RUN778

-0.47

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-ffc90da7-3_2

CC(C)OC[C@H](clcce2e(cl)encc2NC(=0)Ce3cecc(c3)Cl)[NH2+]C

RUNG96

-0.46

0.12

- 408 -



sprint-8-2021-05-30-P0157-dimer-neutral-restrained

ALP-POS-ce760d3f-7_1

NN

L) =

H.N

)...

(¢]

T\

MIC-UNK-cdc2493e-4 3

NN
P

HN 0
H
HaN* N
F M (@]
F

VLA-UNK-f702bflc-7_1

7 IN
\ HO\
-
HN O l; s
-
L
O/’Q
H.
(0]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ce760d3f-7_1

clcc2ence(c2cclF)NC(=0)[C@@H]3CCOc4c3cc(ccd)Cl

RUN1465

-0.46

0.39

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-cdc2493e-4_3

clccc2c(cl)encc2NC(=0)N(c3ccec(c3)Cl)CAC[C@@H]5CCC[C@H]5C4

RUNS529

-0.46

0.41

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-f702bflc-7_1

clece2c(c1)ence2N3C(=0)[C@ @J4(CCOC5e4cc(ce5)Cl)N(C3=0)CCNECCINH2+]CCH

RUN2321

-0.46

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-c65¢1026-2_1

clcce2c(cl)encc2N3C(=0)CC[C@@]4(C3=0)COc5c4cc(ccs)Cl

RUN3180

-0.46

0.19

- 409 -



sprint-8-2021-05-30-P0157-dimer-neutral-restrained

PET-UNK-acd70dee-2_1

MAT-POS-3b97339c-3_2

N

HN 0
F H
N
— NH+
\ F o) o

EDJ-MED-6d9ff7d0-3_1
7 IN
\

o

EDG-MED-90036822-99 4
NN
Z

\
N/lu.

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-acd70dee-2_1

clecc2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)OCe5neco5

RUN4186

-0.46

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-3b97339c-3_2

clcee2e(c1)encc2NC(=0)[C@]3(CCOc4c3cc(ce4)CI)CNC(=0)c5en[nH]c5S(=0)(=0)N

RUNS3308

-0.46

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-6d9ff7d0-3_1

clcec2e(cl)ence2NC(=0)[C@]3(CCOc4c3cec(cc4)Cl)[NH2+]Ce5cen[nH]5

RUN3425

-0.46

0.13

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-99 4

clecc2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)ClINC(=0)[C@H]([C@H](C5CCC5)0)F

RUN1833

-0.46

0.34
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sprint-8-2021-05-30-P0157-dimer-neutral-restrained

EDJ-MED-841e0cf0-2_1
7 SN

EDJ-MED-923a35c2-4_1

7 IN
\
HN 0
o//
o

MAT-POS-61f37ala-8 2

/|N
\

HN (0]
/ [N
v
H.
o]
o]
[¢]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-841e0cf0-2_1

CO[C@@]1(CIN@@](Cc2clce(c(c2)F)Cl)S(=0)(=0)C)C(=0)Nc3enceac3ceccs

RUNS3830

-0.45

0.15

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-52_1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3ce(ccd)Cl)NC(=0)C(CNCCCO)(F)F

RUN1737

-0.45

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-923a35c2-4_1

C[C@@]1(CIN@@](Cc2clec(c(c2)F)CI)S(=0)(=0)C)C(=0)Nc3cnccdc3ec(ced)F

RUN4222

-0.45

0.07

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-61f37ala-8_2

Cclc(c(n(n1)C)N2CCOCC2)C[NH2+]C[C@]3(CCOc4c3cc(ced)Cl)C(=0)Ne5encebesceecsd

RUN4602

-0.45

0.24

- 411 -
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EDG-M ED-90036822—38_2

L N/lu.

ERI-UCB-ce40166b-2_1

©@
JAG-UCB-706446eb-4 1

OH

N
/
(@)
HN O
N
H
F
0 F

LON-WEI-5e7d1b3e-50 2

NN
Z
o NH

HN*
o
11} iy OH

N
(0]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-38_2

C[C@H](CNCC(C(=0)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3cnceac3ceced)(F)F)O

RUN1720

-0.45

0.42

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ERI-UCB-ce40166b-2_1

clcece2ce(cl)encc2CC(=0)Ne3ccec(c3)O[C@@H]4CCC(=0)N4

RUNS36

-0.45

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JAG-UCB-706446€eb-4_1

CCOC(=0)CC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nec3encecdc3ccecd

RUNG619

-0.45

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-5e7d1b3e-50_2

CCCC[N@H+](CCNC(=0O)Nclcn(c(=0)c2clccecc2)C)Ce3ccco3

RUN1365

-0.45

0.48

-412 -
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EDJ-MED-1b5395f9-5 2

EDJ-MED-ee07cf00-7_2

27 N
33
HN o]
Ly
4 "o

EDG-MED-balac7b9-18_1

7 IN
N
HN 0
HO
%E@
0

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-1b5395f9-5_2

CS(=0)(=0)IN@]1C: @@H]|(C1)C(=0, e)tel]

RUN4472

-0.45

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-25_6

COC(=0)N(clcncc2elcccc2)C(=0)C[C@H]3CCC[C@@H]([C@H]30)C(F)F

RUN1043

-0.45

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee07cf00-7_2

Ccle(c(=0)cen1CC(=0)N[C@ 1)C(=0; )[O-]

RUN2817

-0.45

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-balac7b9-18_1

C[C@@H]1Cn2¢c(ccn2)CN1C(=0)C[C@@]3(CCOc4c3cc(ce4)Cl)C(=0)Ne5encebeseeees

RUN2682

-0.44

0.23
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PET-UNK-7be94445-1 1

AN
Z

HN O
&

EDG-MED-971238d3-6_1

\_

HN o
N

o]

HN (©]
H
N

O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-7be94445-1 1

clccc2c(cl)encc2N3CCCN(C3=0)c4cccc(c4)Cl

RUN132

-0.44

0.10

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-971238d3-6_1

clcec2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)CCINH3+]

RUN1471

-0.44

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-5e7d1b3e-35_2

Celeoo(cel)CIN@H+]2CC[C@@H](C2)CNC(=0)Ne3en(c(=0)cdc3ccced)CC(C)C

RUN1341

-0.44

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-34f3edOc-11_1

clcce2c(c1)ence2N3C(=0)[C@@]4(CCOc5c4cc(ce5)CI)NC3=0

RUNG631

-0.43

0.36

- 414 -
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KAD-UNI-877d7bed-18_2

77 N

N

HN (¢]

PaLS

ALP-POS-347519b5-1_30

NN
y/

HN O

\/\

DAR-DIA-076fb6ea-8 1
NN

PET-UNK-5d7c542f-1 1
7 N

N

peie

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

KAD-UNI-877d7bed-18_2

clecc2c(cl)ence2NC(=0)[C@H]3CCOc4c3cc(cc40CCS(=0)(=0)CCCO)CI

RUNS3771

-0.43

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-347519b5-1_30

RUN4245

-0.43

0.12

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-076fb6ea-8_1

C=C=CC(=0O)N(clcncc2clcccc2)C(=0)Cc3ccec(c3)Cl

RUN1400

-0.43

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (