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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):

ALP-POS-347519b5-1_34

RUN4249

-9.49

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

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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EDJ-MED-ee07¢f00-15_1

NN

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):

MAK-UNK-6ca90168-25_1

clccc2c(cl)encc2C(=0)C(=0)Nc3ccec(c3)CHN

RUN7

-5.78

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-3b848b35-1_1

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

RUNS7

-5.38

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-6a508060-9_2

clcec2c(cl)encc2NC(=0)[C@]3(CCOc4c3cec(cc4)Cl)CCC5CCCCCs

RUN350

-4.68

0.40
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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-f7918075-2_2

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

RUN186

-4.45

0.47

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
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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)cLece(cel)[C@@H](c2eeec(c2)CC(=0)Ne3encedcceecs
RUN158
-4.35

0.20

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)Nc3enccac3ccec4)Cl
RUN4103

-4.31

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

DAR-DIA-0f2f46¢9-3_2
clece20(c1)ence2NC(=0)[C@@HISCCIN@](cde3ec(ceA)CHS(=0)(=O)N
RUN3227
-4.20

0.20

dDDG (kcal/mol):
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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):

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):

MAK-UNK-ffc90da7-9_5

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

RUN716

-3.88

0.55

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
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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):

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):

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-8e43a7le-15_31

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

RUNS3017

-3.44

0.13
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CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-33_8

CS(=0)(=0)N(c1cncc2clecee2)C(=0)C[C@H]3CCC[C@H]([C@H]30)C(F)F

RUN1087

-3.41

0.23

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

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
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CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-d36ab305-6_1

CN(C)clcec(ccl)N(c2cecee(c2)Cl)C(=0)Cc3cnccdc3ceecd

RUN155

-3.26

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-0676e700-18_1

RUN2462

-3.25

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-50c39ae8-3_1

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

RUN379

-3.25

0.41

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-2dal9ca7-5_1

clecee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)CC(=0)NSCCC(CC5)e6n[n-Inné

RUN2379

-3.23

0.37

-8-



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

ALP-UNI-3496895b-10 1

NN
T

HN

o]
o
<KL

OH

MIC-UNK-9582b2¢c5-1_8

o o
H
i
o N
© HN
o

1
N

LON-WEI-4d77710c-56_1

NN
Z

oy HN 0
(/7
o)

MAT-POS-89e65850-1_1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-3496895b-10_1

clece2c(c1)ence2NC(=0)[C@@]3(CCOcAc3cee(ced)CCC(=0)NSCCN(CC5)CC(CO)(F)F

RUN2532

-3.23

0.38

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-9582b2c5-1_8

CC(=0)NICCIC@HI2[C@H](C1)CN(C(=0)[C@H]2c3cccc(c3)Cl)cdencesedceees

RUN261

-3.22

0.53

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-4d77710c-56_1

CC(C)Cnlcc(c2cceecc2c1=0)NC(=0)Nc3cesc3C(=0)0C

RUN248

-3.21

0.17

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
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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

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

RUN704

-3.18

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-83e0a0b4-4_2

cccCelece2e(cl)[C@H)(CCO2)C(=0)N(CCNC3CINH2+]C3)cdcnce5edceees

RUN734

-3.18

0.42

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
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RUN:

DDG (kcal/mol):

dDDG (kcal/mol):
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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):

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
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CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-f9802937-9 1

clcecc2c(cl)encc2NC(=0)[C@H]3CCNc4c3cc(c(c4)Cl)Cl

RUN2403

-3.11

0.31

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

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

RUN1127

-3.07

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-33_4

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

RUN1082

-3.07

0.33
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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):

MIC-UNK-d36ab305-5_1

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

RUN165

-3.02

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-e9e99895-13 2

C[C@)](c1eee(c(c1)CI)CI)(C(=0)Nec2enee3c2ccce3)NC(=0)[C@ @HJACC[N@@H+](C4)C

RUN2268

-3.00

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-50cce87d-11_2

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

RUNG78

-2.99

0.25

-13 -



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

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

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-cdc2493e-8_6

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

RUNS541

-2.96

0.23
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MAT-P0OS-3b92565d-3 2

CID: MAT-POS-3b92565d-3 2
NN
/. /\ NH SMILES: clece2c(cL)encc2NC(=0)Ce3ec(ce(c3)Cl)O[C@HIACC(=0)N4
HN o) —
RUN:
o)
DDG (kcal/mol)

o)

RUN112

RAL-THA-1d44ff04-5 1

-2.91
dDDG (kcal/mol):
o HAO/\/O X
N\ S
° (o)

0.32
CID:

RAL-THA-1d44ff04-5 1
SMILES: CNC(=0)clcc(cc(c1)Cl)CC(=0)Nc2cencc3c2ccce3
Z RUN: RUN440
DDG (kcal/mol) -2.90
(o)
© dDDG (kcal/mol) 0.45
LON-WEI-5e7d1b3e-56_1 CID: LON-WEI-5e7d1b3e-56_1
NN
2 SMILES: CC(C)Cnlcc(c2cccec2e1=0)NC(=0)Nc3ccsc3C(=0)0C
HN o
RUN: RUN1367
DDG (kcal/mol) -2.88
(0]
INI dDDG (kcal/mol) 0.22
ADA UCB_d02b944C 14 1 CID: ADA-UCB-dc2b944c-14 1
AN
~Z SMILES: C[C@H]1COc2ccc(cc2[C@H]LC(=0)Ne3enccac3ccecd)Cl
RUN:
-
=z %Q DDG (kcal/mol)
,//‘(

RUN612
dDDG (kcal/mol)

-2.87
-15 -

0.24




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

MAK-UNK-c749d764-31_6

AN
Z

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

(0] (0]

ALP-UNI-0676e700-24 2

MAT-P0OS-2492181e-9_1

ANV
~Z
HN 0

(e}

ALP-UNI-0676e700-11_1

NN
e
HN o

o
o
HNLO

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-31_6

CC/C=C(/clcncc2elcece2)\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):

MAT-POS-2492181e-9 1

CC1CC[NH+](CC1)Cc2ccc(cc2)NC(=0)Nec3en(c(=0)c4c3ccecd)CC(C)C

RUN102

-2.82

0.22

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

-16 -



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

ALP-POS-e0Ofe77e5-7_1

HN%
\

OeN
H

ALP-POS-f13221el1-3 1
NN
~Z

HN; ;O
O

EDG-MED-balac7b9-28 3

77 SN

N
HN (0]
O ;
Rl
(o]

MIC-UNK-cdc2493e-21 4

NN
/
HN o
F H
N
F 0

 Z

N

Nﬂ
—

)

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):

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):

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-21_4

CC(=O)N(C)[C@H]1CC[C@H](C1)N(c2ccee(c2)Cl)C(=0)Ne3encc4c3ececd

RUNS72

-2.78

0.24

-17 -



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

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

ALP-POS-e0Ofe77e5-4 1

DAR-DIA-9e4459de-15 1

\_

LON-WEI-4d77710c-29 1
Y

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-8e43a7le-5_14

RUN2958

-2.78

0.24

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

-18 -



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

MAK-UNK-ffc90da7-9 1

NN
Z

LAU-MED-88a3970a-14 1

NN
No S
HN; ;o

DAR-DIA-Ocdel4eb-50 1

NN

Z

HN 0
/5@

MAK-UNK-919546f0-4 1

(0]

Y
O
HN o
N
NP<O
A

r

N

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

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-ffc90da7-9_1

C[C@@H]1[C@@H](CCO1)SC[C@@H](C; NC(=0)C |

RUN709

-2.74

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LAU-MED-88a3970a-14_1

COCCCclcc(cc2c1OCC[C@@H]2C(=0)Nc3cnccdc3ccccd)Cl

RUN1510

-2.74

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-Ocde14eb-50_1

CC1(CC1)c2ccec(c2)NC(=0O)Nc3cnec4c3cececd

RUN15

-2.73

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-919546f0-4_1

clccc2ce(cl)encc2NC(=0)Cce3cccec30

RUN484

-2.71

0.31

-19 -



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

JAG-UCB-706446eb-1_1

NN
P

HN (©)

o)

( v\’\N“.N

A(\‘N

NH;

ERI-UCB-ce40166b-6 2

H.N

NN
o Z

HN (0]

LON-WEI-4d77710c-7_1

NN
Z
0
/l\ HN o
= F
o

MIC-UNK-9582b2c5-2_1

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

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JAG-UCB-706446eb-1_1

clecc2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)CCC(=0)NCC(F)(F)F

RUN621

-2.71

0.39

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):

MIC-UNK-9582b2c5-2_1

CC(=0)NICCIC@@H]2[C@@HI(C1)C[C@@H](C(=0)N2c3ccce(c3)Cl)cdencesedecces

RUN262

-2.70

0.55

-20 -



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

EDJ-MED-28ec730d-3_1

AN
/
HN o
F H
‘ C <S N
OH o) o

VLA-UCB-05e51b3f-1_1

AN
o

HN o

[
RAL-THA-002e396-1_1

77 N

I
NIR-WEI-f9286bb6-4_2
Y

Z

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-28ec730d-3_1

clecc2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cec(cc4)Cl)OC5CCOCCs

RUNG652

-2.69

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-05e51b3f-1_1

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

RUN315

-2.69

0.27

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):

NIR-WEI-f9286bb6-4_2

CC(C)(C)NC(=0)[C@H](c1cncc2elccecc2)N(Ce3eeece3Cl)C(=0)C=C

RUN142

-2.65

0.14

-21 -



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

LON-WEI-4d77710c-47 1
NN
~Z

s

MIC-UNK-cdc2493e-21 3

Y
/
HN o
F H
< N
M
° [¢] o}
-
OH

ALP-POS-5bb456a5-2_6

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

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):

ALP-POS-5bb456a5-2_6

RUN2427

-2.63

0.42

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

-22 -



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

DAR-DIA-0d514e7d-32_13

MAK-UNK-c749d764-31_8
Y
Z

HN O

EDJ-MED-841e0cf0-4_2
Y

N

HN O

NN
Z
HN o N~H
S
o)

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-32_13

clece2e(c1)ence2NC(=0)[C@@H]3[C@@HIACIC@H4CO[C@H]S[C@@HI3C=C(C=CE)CI

RUNB862

-2.62

0.23

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

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-841e0cf0-4_2

C[C@@]1(CIN@](Cc2clce(ce2)Cl)S(=0)(=0)C)C(=O)Ne3encedcedcee(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

-23-



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

DAR-DIA-féee7aeb-4_1

l NN
S /N\NH
HN ) —
o
o)

MAK-UNK-c749d764-26_5

NN
P/

sN/
MIC-UNK-cdc2493e-10 2

\N HN
O
o F
%, F
HN o HN*

N

/J

o

PET-UNK-c5865d42-2_2

OH

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-f6ee7aeb-4_1

RUN3411

-2.56

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-26_5

clcec2ce(cl)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):

PET-UNK-c5865d42-2_2

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

RUN429

-2.54

0.35

-24 -



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

ALP-UNI-8e43a71le-5_10

53
&
PET-UNK-c9c1e0d8-4 2

AN
2

hs

(¢]

MAT-POS-1f3fla6f-1_2

AN
g

HN

[
MIC-UNK-9582b2c5-2 5
AN

Z

HN; ;O
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-c9c1e0d8-4_2

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

RUN123

-2.54

0.30

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):

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

-25-



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

MIC-UNK-bcd487e9-9 1
NN

EDJ-MED-c314995a-1_1

NN
~

HN (o]
I,"
o
O ;

ERI-UCB-d6delf3c-5 1

NN
2

HN (@]
[N
[¢]
(e]
~\NH o
L)

HN

ALP-POS-ce760d3f-6 1

NN
5
HN (]
O :

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):

ALP-POS-ce760d3f-6_1

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

RUN1458

-2.49

0.33




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

EDG-MED-balac7b9-13_4

ALP-POS-02c6a514-32_1

HN

C
B

o

KAD-UNI-80f122¢8-3_5

MIC-UNK-c66144cb-2_2

NN
P

HN (¢]

"'

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-POS-02c6a514-32_1

CC(C)(C)clece(ce1)N([C L (=O)NCC (=0)c5¢ccco5

RUNG644

-2.47

0.32

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):

MIC-UNK-c66144cb-2_2

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

RUN131

-2.46

0.30

-27 -



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

ALP-UNI-0676e700-10_1

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):

DAR-DIA-Ocdel4eb-47_1

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

RUN11

-2.45

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-6a508060-3_1

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

RUN336

-2.45

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-2dal9ca7-7_8

RUN2392

-2.44

0.34

-28-
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MIC-UNK-cdc2493e-8 2

ALP-UNI-3496895b-1 1

NN
&

HN (s}

PET-UNK-1901c25b-1_1

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

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):

ALP-UNI-3496895b-1_1

RUN2499

-2.43

0.49

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):

PET-UNK-1901c25b-1_1

CN(C)clcee(ccl)N(Ce2eecsc2)C(=0)Cc3cncc4c3cececsd

RUN302

-2.41

0.46

-29-
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EDJ-MED-d203f206-16_1

ANV
§
S / SNH
HN |
HN ) NH
.O
4 NH

DAR-DIA-ecdbc7dd-12 1

/IN
\
XN

G

Y.

(0]

MAK-UNK-ffc90da7-2_2

NN
P/

HN O

AN
z

o\*

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-d203f206-16_1

clccc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CC(=0)NSCCC[C@H]5c6n[n-]nn6

RUN2578

-2.39

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-8e43a7le-15 24

RUN3005

-2.39

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-ecdbc7dd-12_1

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

RUN2894

-2.38

0.10

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

-30 -



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

VLA-UCB-34f3edOc-1_1

HN (©]
E H
< N
L d
(0] O

ALP-POS-477dc5b7-1 1

7
id
o
ALP-UNI-b33a865d-1_1

Y

CID: VLA-UCB-34f3edOc-1_1
SMILES: C=C(CHN)C(=0)N(clence2clecce)C(=0)C@@HIBCCOedc3ee(ceA)C
RUN: RUNG27
DDG (kcal/mol): -2.37
dDDG (kcal/mol): 0.29
CID: ALP-POS-477dc5b7-1 1
SMILES: clcce2e(c1)encc2NC(=0)[C@@H]3CCCeac3ce(ced)Cl
RUN: RUN294
DDG (kcal/mol): -2.36
dDDG (kcal/mol): 0.49
CID: ALP-UNI-b33a865d-1_1
SMILES: clecc2e(cl)encc2NC(=0)[C@@HJ3CCN (cAc3ec(ced)Cl)CeSencinH]S
RUN: RUN354
DDG (kcal/mol): -2.36
dDDG (kcal/mol): 0.56

CID: VLA-UNK-83c3754c-1_1
SMILES: clece2c(c)ence2N3C(=0)[C@@I4(COc5cacc(ce5)CNC3=0
RUN: RUN2320
DDG (kcal/mol): -2.36
dDDG (kcal/mol): 0.37
-31-
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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

MAK-UNK-8be7dca9-4 1
AN\
=

o Ooh—N/
g

MIC-UNK-d36ab305-1 2
NN
~Z

HN o

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):

MAK-UNK-8be7dca9-4 1

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

RUNS502

-2.33

0.22

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)Ne3ence4c3ccccd

RUN152

-2.32

0.18

-32-
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VLA-UCB-29506327-1_1

ERI-UCB-ce40166b-9 1
NN
=

HN o

(0]

ALF-EVA-5b152d2f-6_1

NN
e

HN (¢]

(0]

1.

o
MIC-UNK-91acba05-5 2
NN
P

H
N
N \
LY )
o/’«\ \\D.“ NH3

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):

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

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALF-EVA-5b152d2f-6_1

C[C@H]1CCOc2ccc(cc2[C@@H]1C(=0)Nc3cncc4c3cccecd)Cl

RUN2359

-2.31

0.35

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

-33-
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VLA-UCB-1dbca3b4-3 1

SMILES:
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

CID:

VLA-UCB-1dbca3b4-3_1

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

RUN153

-2.29

0.20

ADA-UCB-6c2cb422-1 1

AN

2

HN (6]
\\\“O&

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

ADA-UCB-6c2chb422-1 1

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

RUNS3

-2.28

0.19

DAR-DIA-0d514e7d-31_10

CID:
AN
Z SMILES:
HN (e}
N RUN:

DAR-DIA-0d514e7d-31_10

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

RUN842

-2.28

0.23

7 I~ DDG (kcal/mol):
IO dDDG (kcal/mol):
ALP-UNI-8e43ar7le-7 2 oID.
é? SMILES:
P 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

-34-
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PET-UNK-c9c1e0d8-1_1

NN
s

HN (e}

7 IN
NS /N\NH
HN ) —

MAK-UNK-ffc90da7-9 2
AN\
Z

HN (@]

AN

Iz
_~
\Z/ZI

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):

EDJ-MED-ee07cf00-11_4

14CCIC@@H](04)C

RUN2828

-2.27

0.18

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):

EDJ-MED-e4b030d8-7_1

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

RUN289

-2.25

0.31

-35-
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EDG-MED-balac7b9-22 2

77 SN

NS

HN

e

DAR-DIA-9e4459de-15 6

AN
g
HN ;o
ol
o

|
ADA-UCB-dc2b944c-13 1

AN
A
HN 0
)~
K / o o

ALP-POS-fe871b40-14 1

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

HN 'o

®4]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-balac7b9-22_2

clece2e(c1)ence2NC(=0)[C@I3(CCOcAc3ec(cod)Cl)CC(=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

RUN611

-2.25

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-fe871b40-14 1

clcec2c(cl)ence2NC(=0)[C@@H]3CC(=0)Nc4c3cc(cn4)Cl

RUN3133

-2.25

0.49

-36 -
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PET-UNK-431b3bfb-1 1
N
~Z

HN (@]

(0]

LON-WEI-4d77710c-42_1

MAK-UNK-c749d764-22_3

NN
s

HN e]

q

N

ALP-POS-5bb456a5-2_5

NN
T

HN o

[¢]
o
O; ’\m—
OH

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

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-22_3

CIC@@HI(CINH2+]C[C@H]1CCCOL)[CR@* 1)C(=0

RUN1024

-2.24

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-5bb456a5-2_5

RUN2426

-2.21

0.40
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VLA-UCB-34f3ed0c-14 1
NN
Z

HN O
HO 144 H
N
F
O O

PET-UNK-824b5c6a-1 1
7 N

N

HN O
3 H
- N
L d
M !
OH

ALP-UNI-0676e700-27_1

7

N
HN

H

N

N
/- )‘lh
HN / o

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):

PET-UNK-824b5c6a-1_1

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

RUN3287

-2.20

0.15

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-0676e700-27_1

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

RUN2475

-2.20

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALF-EVA-650655fc-3_2

clcee2c(c1)ence2NC(=0)N(CCC3CCCC3)c4cc(cc(c4)Cl)O[C@H]5CC(=0)NS

RUN2856

-2.19

0.16

-38 -
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MAT-P0OS-2492181e-8 1

NN
Z
H o

N
ottt
(0]

JAG-UCB-706446eb-6_1

AN
Z

HN o
F H

‘ C <S N

OH o) o)

MIC-UNK-0a05c952-1_3

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):

JAG-UCB-706446€eb-6_1

clccc2e(cl)encc2NC(=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):

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

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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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

DAR-DIA-0d514e7d-31_13

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):

DAR-DIA-0d514e7d-31_13

C[C@@H]1CCO[C@@H]2C=CC(=C[C@H]2[C@H]1C(=O)Nc3enccdc3ccced)Cl

RUNB846

-2.15

0.19

-40 -
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ALP-POS-75715966-2_ 1
Y
~Z

ADA—UCB-chb944c—8_1

DAR-DIA-0d514e7d-31_7

NAU-LAT—Zfed8305—4_2

5(

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-75715966-2_1

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

RUN1490

-2.14

0.20

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

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

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

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
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EDG-MED-90036822-13 1

AN
s

77 SN
| 0
N \/
HN 0 o
o)
o)
o)

MAT-POS-dd3ad2b5-2 2
7 N

N\ HO

o)‘" o:

HN

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-13_1

clece2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)NC(=0)CO

RUN1670

-2.12

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):

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-dd3ad2b5-2_2

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

RUN3534

-2.11

0.19

-42 -
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GIA-UNK-80c9bc96-1 1
ANV
Z

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

MAT-POS-b5746674-101_1

WIN
s

HN (¢]

(o]
b,
DG
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DAR-DIA-9e4459de-11 14
NN
Z

HN O

—

(0]

ALP-POS-477dc5b7-1 2

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):

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):

MAT-POS-b5746674-101_1

CC(C)Cnlcc(c2ccecec2c1=0)NC(=0)N3CC[C@@H](C3)c4cceced

RUNT77

-2.11

0.47

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):

ALP-POS-477dc5b7-1_2

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

RUN296

-2.10

0.48

-43 -



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

MIC-UNK-0a05c952-1_6

DAR-DIA-23e5a6a0-10_2

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

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

MAT-POS-e9e99895-6_1

NN
T

HN

o
o
H/O
OH

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-0a05c952-1_6

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

RUN3502

-2.09

0.19

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

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-13_1

C[C@H]1COc2c(cc(cc2[C@@H]1C(=0)Nc3enccdc3cccc4)Cl)c5ecc(ce5)F

RUNB815

-2.09

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-e9e99895-6_1

C[C@@](c1cce(c(c1)CI)CI)(C(=0)Ne2enee3c2ecce3)NC(=0)CNACCN(C4=0)C5CCs

RUN2256

-2.09

0.30

- 44 -



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

ALP-POS-477dc5b7-3 2

ALP-POS-696356e4-1_1

q

N

EDJ-MED-d203f206-6_1

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):

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):

MAT-POS-932d1078-1_4

RUN3589

-2.05

0.10

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-d203f206-6_1

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

RUN2568

-2.04

0.37

-45 -



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

MIC-UNK-9582b2c5-1_2

NN
Z

HN O

-0
\\/llu

LON-WEI-4d77710c-45_1

F

NN
b
F

HN (0]

DAR-DIA-9e4459de-15 9

MIC-UNK-5a93dd5f-12_6

I AN
/
HN (@]

E H

< N
L

-

OH

CID: MIC-UNK-9582b2c5-1_2
SMILES: COEONICOIO@HRICO@HICON(C(-O)C@@H2caccce(e3ICedenccsoecees
RUN: RUN253
DDG (kcal/mol): -2.03
dDDG (kcal/mol): 0.29
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: ecet S
RUN: RUN1449
DDG (kcal/mol): -2.03
dDDG (kcal/mol): 0.32

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

dDDG (kcal/mol):

MIC-UNK-5a93dd5f-12_6
clcee2e(cl)ence2NC(=0)[C@H](c3ccee(c3)Cl)N@@J4CC[C@H](C4)[NH+]5CCCCCs
RUN795

-2.03

0.35




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

DAR-DIA-5ff57136-2_1

KAD-UNI-8a629cb0-33 1

NN
5

HN

(0]
(o]
°~
(\o
v={
NH:

NIR-WEI-f9286bb6-4 1

N
P

HN ¢]

H
Oh. :N
o

MAR-UCB-6ab2ec87-2_1

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):

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):

NIR-WEI-f9286bb6-4_1

CC(C)(C)NC(=0)[C@@H](c1cncc2elceecc2)N(Ce3ceece3Cl)C(=0)C=C

RUN138

-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

- 47 -



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

DAR-DIA-23e5a6a0-3 2

e

Y
P/
HN 0 OH
o/’/
0

LON-WEI-5e7d1b3e-29 1

H.N

7 |N
N
HN o]
O /".000
X
N+§)
H.

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-23e5a6a0-3_2

clcce2c(c1)ence2NC(=0)[C@@H]3CCOc4c3cc(cc40[C@H]5CCH([NH2+]5)COCE)Cl

RUN406

-2.01

0.23

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

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LAU-MED-88a3970a-13_1

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

RUN1509

-2.00

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-d203f206-2_1

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

RUN2563

-2.00

0.54

-48 -
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MAK-UNK-8be7dca9-3 4

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

HN 0
F H
N
— NH+
\ F o) o

ALP-UNI-8e43a7l1le-2_11

54
X
MIC-UNK-91acba05-2 1

AN
Z

F
d
-
-

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+])Cl

RUN498

-1.99

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JAG-UCB-706446€eb-5_1

COCCN([C@@H]1CCCOC1)C(=0)CIC@]2(CCOc3c2ce(ce3)ClC(=0)Nedencesedccces

RUNG623

-1.99

0.28

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):

MIC-UNK-91acba05-2_1

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

RUN469

-1.97

0.29

=49 -
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MAT-POS-5d65ec79-1_1

NN
5

HN (¢}

ANY
Z
HN O
° oé\o

BAR-COM-0f94fc3d-47_1
RN

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)Nec3encedc3ceecd

RUN2080

-1.97

0.41

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

-50 -
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MIC-UNK-5a93dd5f-3_15

NN
/
o)
N
N H
N
o)

HN
OH

<

VLA-UCB-05e51b3f-10 1

AN
Z

F HN o

o

(0]

EDJ-MED-009f762b-5 2

I NN
2
HN o
H
..,«
- o o

HN\NéN

DAR-DIA-Ocdel4eb-52 1
Y
s

HN; ;O
O
/O

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-05e51b3f-10_1

C=CC(=0)N(clcncc2clccec2)C(=0)[C@H]3CCOc4c3cc(ccd)Cl

RUN318

-1.95

0.21

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):

DAR-DIA-Ocdel4eb-52_1

clccc2c(cl)encc2NC(=0O)Nc3ccec(c3)C4(CC4A)F

RUN18

-1.95

0.23




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

MAT-POS-4223bc15-11 16

2 IN
\
"v“\/u

MAK-UNK-ffc90da7-2_3

AN
Z
HN ;o
O

LON-WEI-5e7d1b3e-6_1

N

DAR-DIA-Ocdel4eb-53 1

NN
Z
HN o

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):

MAK-UNK-ffc90da7-2_3

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

RUNG83

-1.94

0.19

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

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-Ocdel4eb-53_1

clccc2c(cl)encc2NC(=0)Ne3ceec(c3)C4(CCa)l

RUN20

-1.94

0.21

-52-
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ALP-UNI-0676e700-25_1

MAK-UNK-ffc90da7-2_7
NN
~Z

N
HNE ;o T
o)

EDJ-MED-6d9ff7d0-7_1
7 IN
N

MAR-TRE-04c86cea-39 1

AN
Z

(0]
HN O
[ITH

(0]

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):

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):

MAR-TRE-04c86cea-39 1

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

RUNS2

-1.93

0.24

-B3-



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

EDG-MED-5d232de5-1_1

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

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-91acba05-1_1

clccec2c(cl)encc2NC(=0)[C@@H]3CNC(=0)c4c3cc(ccd)Cl

RUN466

-1.92

0.31

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

-54 -
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DAR-DIA-23aa0b97-19 1
NN
Z

HN o

".00

ED_-GRI-5b13fbe2-11_1

NN
P

HN (e}

(¢]

A

MAT-POS-e9e99895-9 2

\_/

MIC-UNK-cdc2493e-12 2
Y

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

clcec2e(c1)encc2NC(=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):

MAT-POS-e9e99895-9 2

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

RUN2262

-1.90

0.41

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

- 55 -
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RAL-THA-8416115c-11_2

RAL-THA-8416115c-1_2

NN
P

FHN/) o o
LEE-CAM-7ab9b158-4 1

NN
e

HN o

¢}
o S NH
N
o

ERI-UCB-b3e6b0c2-18_1

L r

&

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

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-8416115c-1_2

clecc(ccl)CN2CC[C@@H](c3c2ccec(c3)Cl)C(=0)Ne4cence5edceecs

RUN1248

-1.90

0.34

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):

ERI-UCB-b3e6b0c2-18 1

¢1cc2c(cc1CN3CCINH2+]CC CIC@@]5(C4=0)CO

RUN3052

-1.89

0.28

-56 -
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MIC-UNK-91acba05-2 2

Y
P
HN O
.‘\O
,\“ < > ; o
NE
H.

HO

MIC-UNK-5a93dd5f-12_5

AN

Z
LEE-CAM-7ab9b158-2_ 1

o

5

HN

o
o
o
~
-
-

ALP-POS-5bb456a5-2_2

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):

MIC-UNK-5a93dd5f-12_5

clcec2c(cl)encc2NC(=0)[C@@H](c3ccec(e3)Cl)[N@ @14CC[C@H](C4)[NH+]5CCCCCs

RUN794

-1.86

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LEE-CAM-7ab9b158-2_1

clecee2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)ICOCCS[nNH]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

.57 -
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MAT-POS-fce787c2-9 1

ADA-UCB-dc2b944c-4_1

RN
/
O +
HN o) y NHs
%,
'0
N
H
F
0

NAU-LAT-a5c7d7cb-5 2

NN
y/
HN O
H
N=\ N
\ N\/\«o

o

VLA-UNK-9a7dc93f-5 1

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

HN 'o

g

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-fce787c2-9_1

C[C@@](clcce(c(c1)Cl)CI)(C(=0)Nc2encc3c2ccee3)[NH2+]C

RUN2156

-1.85

0.44

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ADA-UCB-dc2b944c-4_1

clcecc2ce(cl)encc2NC(=0)[C@]34C[C@H]3COc5c4cc(cc5)Cl

RUNG00

-1.83

0.36

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)Nc2cnce3c2ceec3

RUN3085

-1.83

0.45
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EDJ-MED-6864a934-2_1

CID: EDJ-MED-6864a934-2_1

S M I L ES cleec2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)NC(=0)c5ec6n(n5)CCO6
HN (e]
RUN: RUNZ2606
[e]
° DDG (kcal/mol): -1.83
N

OL‘ N

N\)\OH dDDG (kcal/mol): 0.39

CID: MAT-POS-e9e99895-5_2
W
S .
S M I L ES . C[C@](c1cee(c(c1)Cl)CI)(C(=0)Nc2ence3c2ecce3)NC(=0)cdcc5n(n4)CCO5
HN o
RUN: RUN2250
o
o DDG (kcal/mol): -1.83
gBr
. dDDG (kcal/mol): 0.44

ADA-UCB-dc2b944c-17_1

MAT-POS-e9e99895-8 2

CID: ADA-UCB-dc2b944c-17 1
Y
p/ SMILES: clece2c(cl)encc2NC(=0)N(CCC3CCCCC3)cdce(cccdChCl
(@]
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):

MAT-POS-e9e99895-8 2

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

RUN2252

-1.82

0.37
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ALP-UNI-0676e700-20_1

NN
e

HN (¢]

NAU-LAT-a5c7d7cb-2_2

ANV
Z

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

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):

ALP-UNI-0676e700-20_1

cleee2c(c1)encc2NC(=0)[C@@]3(CCO )CNC(=0;

RUN2467

-1.82

0.42

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-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-POS-5bb456a5-1_3

NN
T

HN O

(¢}
¢}

\NlN

\=!

MAT-POS-e9e99895-2_4

NN
e

HN (e]
N

MAT-POS-2492181e-7 1
NN

@

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-POS-5bb456a5-1_3

RUN2409

-1.79

0.39

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-e9e99895-2_4

CC(C)IN@H+]1CCO[C@H](CL)C(=0)N[C@@](C) )Cl)C(=0

RUN2237

-1.79

0.19

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

-61 -
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LON-WEI-4d77710c-58 1
NN
o ~Z

(0]

ALP-UNI-3496895b-15 4

MAK-UNK-c749d764-22_5

AN
~
HN

lllo
o
NH
H_(
/
[e]

\/ NHZ

O

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):

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):

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

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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MAT-POS-3b92565d-1_1

AN

Z

HN 0
%

MAK-UNK-c749d764-33_5

NN
A
HN o

loo
N
(o]

OH

DAR-DIA-9e4459de-13 1

NN
y/
HN o

\/\

ED_-GRI-5b13fbe2-74 2

NN
Z

HN (©]

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):

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):

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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EDJ-MED-6d9ff7d0-1_1
N

N

HN o

ITH
O
os
vy M o
o

RAL-THA-8416115c-12 1
NN
~

DAR-DIA-6a508060-1_2

o o
H
i
o N
© HN
o

1

"we =

o
l“‘

Iz

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):

RAL-THA-8416115c-12_1

clecc2c(cl)encc2NC(=0)[C@@H]3CCN(c4c3cc(cc4)Cl)Ce5n[n-Jnns

RUN1291

-1.77

0.30

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
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MAK-UNK-ffc90da7-7_2
Y
s

HN; ;O
O
/O

ALF-EVA-b701bd13-6 2
7 N
o0

DAR-DIA-0d514e7d-1_1

I\N
y/

T

=
oll«

(@]

ED_-GRI-5b13fbe2-50 1
e
g

HN

o
o
o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-ffc90da7-7_2

CC(C)OC[C@H]([C@@H](clccee(c1)Cl)C(=0)Nc2ence3c2ceee3)[NH2+]C

RUN708

-1.76

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALF-EVA-b701bd13-6_2

clcec2c(cl)encc2NC(=0)[C@H]3CCC(=0)Nc4c3cc(c(c4)ClCl

RUN3641

-1.76

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-1_1

C[C@H]1COc2c(cc(cc20C)Cl)[C@@H]1C(=0)Nc3cncc4c3ccccd

RUNB804

-1.76

0.11

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ED_-GRI-5b13fbe2-50 1

#N)C(=0)[0]

RUN1587

-1.76

0.50
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VLA-UNK-4b5c0188-1 1

7 IN
S HO\
HN o F =

O/{}

H.

MAK-UNK-ffc90da7-2_1

NN
Z

HN o

(0]

EDG-MED-5d232de5-6_1

o

MAT-POS-23a8alla-1 1

77 SN

N

HN (©)

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):

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):

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):

MAT-POS-23a8alla-1_1

clccc2c(cl)encc2NC(=0)Cc3ccc(c(c3)ChHCl

RUN1406

-1.75

0.23
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MAK-UNK-ffc90da7-2_4

NN
Z

HN o

(0]

KAD-UNI-8a629¢ch0-8_1

MIC-UNK-50cce87d-9 2

Y
b

HN O

RAL-THA-1d44ff04-1 1

NN
P/

HN 0 NH;

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-ffc90da7-2_4

clccc2c(cl)cncc2NC(=0)C[C@H]3CCC[C@H]([C@ @H]30)ClI

RUNG84

-1.75

0.17

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):

MIC-UNK-50cce87d-9_2

clcc(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):

RAL-THA-1d44ff04-1_1

clccc2ce(cl)encc2NC(=0)Ce3cc(cc(c3)Cl)OCc4[nH]ccn4d

RUN434

-1.74

0.20

-67 -
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ERI-UCB-ce40166b-8 1

NN
Z
ERI-UCB-b3e6b0c2-5 1

H2N
N 2
(6]
F
HN O

r/ F
”
H

N*

/J

o

MAK-UNK-c749d764-12_6
NN
e

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

o

'y
Q

N\ 2
3

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):

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):

MAK-UNK-c749d764-12_6

clccc2c(cl)cncc2NC(=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):

MAT-POS-78e1d523-2_2

CNC(=0)[C@]1(CCOc2clcc(cc2)Cl)CC(=0)Nc3enccdc3ceccd

RUN3281

-1.73

0.14

-68 -
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sprint-8-2021-05-30-P0157-dimer-neutral-restrained

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):

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):

DAR-DIA-23e5a6a0-2_2

clcec2c(c1)ence2NC(=0)[C@@H]3CCOc4c3cc(cc40[C@H]5CCH([NH2+]5)CCCB)CI

RUN404

-1.72

0.32

- 69 -
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MIC-UNK-cdc2493e-23 1

NN
Z

HN O
HO H
FHN
= ¢} @)

ROB-UNI-322e8f70-3_2

-’ IN
\

HN o NN
/’Q\/‘N
DYNO

N
H.
(@]

EDJ-MED-6864a934-9 1

NN
e

HN o

L.
A

ALP-POS-696356e4-1_2

N
P

gz

Op. @

2

N

0]

N

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-cdc2493e-23_1

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

RUNS73

-1.72

0.28

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):

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-696356e4-1_2

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

RUN1316

-1.70

0.39
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DAR-DIA-0f2f46¢9-7_2

/IN
N

HN O
H
N H
I?\({Q
N
O (0]
F

MAT-POS-fce787c2-7_2

MAK-UNK-3875bbc8-1_2

AN
~

HN (©)

VLA-UCB-1dbca3b4-17_2

NN
2

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):

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):

MAK-UNK-3875bbc8-1_2

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

RUN799

-1.70

0.24

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
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EDJ-MED-e4b030d8-3_1

o o
H
i
o N
© HN
o

1y
Y
hed
b 4

DAR-DIA-6a508060-13_1

@ .

S5~
. 4
ey

KAD-UNI-8a629ch0-21 1

NIR-THE-d08c3b48-1_1

NN
HO
Z
HN 0
5@(

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)Nc3cnccdc3ceecd

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):

KAD-UNI-8a629cb0-21_1

cleec2ce(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc)Cl)CC(=0)NSCCN(CC5)CC(CO)(F)F

RUN2111

-1.68

0.42

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

-72 -



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

EDG-MED-balac7b9-15 8

7 SN
<
HN o Z
I
O
WIL-UNI-0732ac76-2_1
NN
2

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-balac7b9-15 8

CIC@H]IC[N@H+|(CCNIC(=0)C[C@]2(CCO 1)C(=0)

RUN2681

-1.68

0.33

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-4880b143-1_1

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

RUN3294

-1.67

0.43

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-16_7

C[C@@H](N(c1cncc2clceee2)C(=0)C[C@H]3CCC[C@H]([C@@H]30)C(F)F)O

RUN981

-1.67

0.29




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

DAR-DIA-0d514e7d-32_26

NN

MIC-UNK-5a93dd5f-3_3
NN
Z

HN O

/

N =N
' Un
O«

(@] O

ALP-UNI-76695c4f-8_1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-32_26

clcec2c(c1)ence2NC(=0)[C@H]3[C@@H]4C[C@@H]4CO[C@H]5[C@H]3C=C(C=C5)CI

RUNB875

-1.67

0.40

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):

ALP-UNI-76695c4f-8 1

RUN2177

-1.66

0.40

-74 -
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MAT-POS-e9e99895-11 1

JOH-UNI-ea72002d-5_2
cG
e

o]

~

ALP-POS-966f8da6-2_2

[ I \:N
L ~Z
N%N o
N O O
MAT-POS-af71705c-1_1

WIN
s
HN o

H
[e] NF
(e}

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-e9e99895-11 1

C[C@@](c1cce(c(c1)ClCl)(C(=0)Nc2encc3c2ecce3)NC(=0)COC

RUN2263

-1.65

0.45

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):

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(c2cccec2¢c1=0)NC(=0)Nc3cceen3

RUNS54

-1.65

0.42

-75-



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

DAR-DIA-0f2f46¢9-13 2

(/"/) o

N

MAT-POS-f9802937-2_2

ERI-UCB-b3e6b0c2-4 1

77 SN

N

C\ggﬁ

MAK-UNK-c749d764-12_2

NN
Z

N/N
\ o)

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0f2f46¢9-13_2

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

RUN3248

-1.64

0.12

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-f9802937-2_2

CN1c2cce(cc2[C@](CC1=0)(C(=0)Nc3cnccdc3ceccd)O)Cl

RUN2393

-1.64

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ERI-UCB-b3e6b0c2-4_1

CIN@@]1C[C@H](c2c1cce(c2)Cl)C(=0)Ne3encedc3oc(ced) CNSCCINH2+]CCS

RUN3036

-1.64

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-12_2

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

RUN951

-1.64

0.36

-76 -



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

MIC-UNK-cdc2493e-10_1

NN
Z

SSNCE

MAT-POS-fce787c2-10_1

FRA-DIA-al1f3a927-1 1

Y
2

ke

MAT-P0OS-2492181e-2_1

NN
y/

HN O

/- ‘}\/.

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

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-fce787c2-10_1

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

RUN2160

-1.63

0.38

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):

MAT-POS-2492181e-2_1

Cnlcc(c2cccec2c1=0)NC(=O)NCC[NH+]3CCCC3

RUN94

-1.62

0.24

-77 -



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

MAT-POS-3b92565d-9_2

NN
5

HN (¢]

MIC-UNK-d854bf4c-7_2
AN\
Z

HN (@]

DAR-DIA-0587064e-26_2

/IN
S

HN 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-e69ad64a-2_2

C=CC(=O)N(clcncc2cleccc2)C(=0)[C@H]3COc4c3cc(ccd)Cl

RUN2333

-1.61

0.42

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-d854bf4c-7_2

CS(=0)(=0)N1CCC2(CC1)CCN(C(=0)[C@H]2c3ccee(c3)Cl)cacnce5edccees

RUN3342

-1.60

0.15

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

-78 -



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

DAR-DIA-eace69ff-19 1

NN
Z

HN o

(0]

JOH-UNI-6e27fddc-4 1

DAR-DIA-6a508060-9 1

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

EDG-MED-balac7b9-9 3

NN
T

HN o

o

OH
HO

OH

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

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-UNI-6e27fddc-4_1

CO[C@]1(CCOc2clcec(cc2)Cl)/C(=Clc3cnccac3cececd)/F

RUN4369

-1.58

0.26

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):

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

-79-



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

ALP-POS-347519b5-1_50

MAK-UNK-ffc90da7-9 8

AN
Z

HN o

(0]

LON-WEI-4d77710c-18_1

F
NN
F Z
F HN 0
5@

MAT-POS-b5746674-106_1

Y

Z

HN 0
5@

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):

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):

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):

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

-80 -
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EDJ-MED-40433386-2_1

EDJ-MED-fcba3f31-9 1

NN
e

Lr);N
/N J

ED_-GRI-5b13fbe2-27_1

AN
2
HN o

(¢]

(e]

J

PET-UNK-al17c93d1-1_1

Y
Z
o F
HN o
N
N /i \)
N

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):

EDJ-MED-fcba3f31-9_1

clcee2e(c1)encc2NC(=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-5b13fbe2-27_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

-81-
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DAR-DIA-0d514e7d-31_8

AN
Z
(% AN

MAK-UNK-8be7dca9-1 1

I NN
Z
F
0
HN 0
N
H
% \
NH:
o)

MIC-UNK-91acba05-3 2

NN
v

HN 0
H
N
¢ /\/\<
omw o o

NIR-THE-47736cde-2_1
7 SN

N

HN (0]
F H
NWN
—
F o} o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

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

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-8be7dca9-1 1

clcc2c(cc1CN3CC[NH2+]CC3)encc2NC(=0)[C@@H]4CCOc5c4cc(ce5)Cl

RUN491

-1.56

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-91acba05-3_2

clcece2c(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):

NIR-THE-47736cde-2_1

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

RUN3328

-1.55

0.10

-82-



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

LON-WEI-4d77710c-17 1
Y

S o
N

DAR-DIA-Ocdel4eb-60 1

NN
P

EDJ-MED-d08626de-5_1

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):

EDJ-MED-d08626de-5_1

CO[C@@]1(CCOc2clcc(c(c2)Cl)CI)C(=0)Nc3enccdc3ececd

RUN2345

-1.54

0.29

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)Nedcnce5caccees

RUN2641

-1.53

0.60

-83-
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KAD-UNI-8a629¢ch0-25 1

LON-WEI-5e7d1b3e-45 1

NN
2

HN (¢]

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

ALP-UNI-3496895b-5 4

Y
A
H,
HN OF( N?
o J

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

KAD-UNI-8a629cb0-25_1

)(=0)CIC@HIECs

RUN2107

-1.53

0.42

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-3496895b-5_4

RUN2515

-1.52

0.44

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-05e51b3f-16_1

C=CC(=0O)N(clcncc2clcecc2)C(=0)Cc3ccece(c3)Cl

RUN328

-1.52

0.45

-84 -
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MAK-UNK-c749d764-19 8

MAT-POS-b5746674-103 1
NN
~Z

HN o

RUB-P0OS-1325a9%ea-2 1

77 N

N
HN (o]

LON-WEI-4d77710c-50_2

NN
P

@(

H

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-19_8

clecc2c(cl)ence2N(C[NH3+])C(=0)C[C@H]3CCC[C@H]([C@H]30)C(F)F

RUN1005

-1.52

0.25

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):

RUB-POS-1325a%9ea-2_1

clcc(ce(cl)ClCC(=0)Nc2encc3c2ce(cec3)F

RUN3606

-1.51

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

-85 -
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JOH-UNI-ea72002d-4_1

7 \

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-UNI-ea72002d-4_1

clece2e(cl)ence2[C@@)(C(=0)[C@@H]3CCOcAc3cc(ced)Cl)(NSC(=0)C=CC5=0)F

RUN2488

-1.50

0.43

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-4d77710c-21_1

CclcecencINC(=0O)Nc2en(c(=0)c3c2cccc3)CC(C)C

RUN207

-1.50

0.13

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-5369c344-3_2

clece(cel)COc2cec(cc3c20CC[C@H]3C(=0)Nc4cnce5caceec5)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

-86 -
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DAR-DIA-0587064e-13_2

/IN
N

HN O
O H
FHN
= ¢} @)

EDJ-MED-d203f206-34_1

NN
5
HN o]
O ;
(o]
(]
~ 0
N

ALP-POS-d3acb8cc-1 1

NN
Z
HN 0

MIC-UNK-d854bf4c-1_1

7 IN

\

HN o H’d
/ ;o

o

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

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-d203f206-34_1

clcee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)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-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

-87-
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DAR-DIA-ecdbc7dd-8 2

NHz O

DAR-DIA-0d514e7d-35 1
ANV
Z

HN O

@) O

L) =

(@]
T\

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):

DAR-DIA-9e4459de-15_12

RUN1455

-1.48

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-15e90dfc-3_1

COCC[NH2+]C[C@@]1(CCOc2clce(cc2)Cl)C(=0)Nc3enccdc3ccccd

RUN3441

-1.47

0.14

-88 -
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MAK-UNK-83e0a0b4-1_2

Y
Z

HN o

/'lo
(©]
O!
NN d

W

MIC-UNK-5a93dd5f-3_6

NN
P/

HN 0
F H
N
v,,
° o o)
-
OH

RAL-THA-8416115c-1_4

77 N

N

HN (¢]

MIC-UNK-cdc2493e-8 7
Y
=

HN O
N
F
(6] (6]

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):

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):

RAL-THA-8416115c-1_4

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

RUN1250

-1.46

0.34

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

-89 -
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JAG-UCB-706446eb-5_2

AN
Z

HN O
M)~
(@] (@)

MIC-UNK-8758c41d-1_2

/IN
N

HN O
H
N* \
H
""CHN
—
N
O (0]

MAT-POS-0Oc8fa4a7-1_1

/IN
\

HN (0]
H
N
B /\/\«
Jo
o " N5 o] o

MAK-UNK-c749d764-3 5

NN
Z

HN o

~C

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)Neacnce5edceees

RUNG625

-1.46

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-8758c41d-1_2

clecc2ce(cl)encc2NC(=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

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-3_5

CC1(C[NH2+]C1)OCN(c2cnce3c2ceee3)C(=0)C[C@@H]4CCC[C@@H]([C@H]40)C(F)F

RUN909

-1.45

0.30

-90 -
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ALP-UNI-3496895b-1 2
o
&
.
e
ALP-POS-347519b5-1 13
7 IN
N
~0 /lu

\
BEN-BAS-c2bc0d80-3 1

ALP-POS-fe871b40-10_1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-3496895b-1_2

RUN2500

-1.45

0.36

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):

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-fe871b40-10_1

clccc2ce(cl)encc2NC(=0)[C@@H]3CCNc4c3cc(c(c4)F)Cl

RUN3123

-1.45

0.22

-91-



EDJ-MED-e4b030d8-12_1

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

o]

o3,

DAR-DIA-f6ee7aeb-5 2

7 IN o
Y OF
HN 0 \
ol :o

LON-WEI-5e7d1b3e-34_2

HO

EDJ-MED-15e90dfc-7_2

/IN
\

HN o
\-é

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-e4b030d8-12_1

clccc2c(cl)ence2NC(=0)[C@H]3Cc4cc(ccc4OC3)Cl

RUN292

-1.45

0.22

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)c4cncc5e4ccecs

RUN3415

-1.44

0.20

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):

EDJ-MED-15e90dfc-7_2

CS(=0)(=0)CCNC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccdc3ccccd

RUN3458

-1.43

0.35

-92-
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EDG-MED-90036822-94 2

PET-UNK-29afea89-1 1
Y

I 0
/ o‘l(
NH.
HN o] N

ADA-UCB-dc2b944c-12_1

AN
Z

HN (@]
F H
<z N
L d
HZNM
O O

DAR-DIA-23e5a6a0-1_2
Y

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):

PET-UNK-29afea89-1_1

C#C[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3cncecdc3ccccd

RUNG57

-1.43

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ADA-UCB-dc2b944c-12_1

Cclc2cccee2c(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

-93-
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DAR-DIA-0587064e-17_1

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

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0587064e-17_1

COCCOclcc(cc2c10CC[C@@H]2C(=0)Ne3cnccdc3ceccd)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

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-5ff57136-12_1

clece2c(cl)ence2N(C#CIC@@H]3CCCINH2+]3)C(=0)[C@@HIACCOC5cace(ce5)Cl

RUN1382

-1.41

0.17

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
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ED_-GRI-5b13fbe2-57_1

NN
Z

ED_-GRI-5b13fbe2-42_1

NN
Z

O NH
Y

KAD-UNI-8a629ch0-12_1

N
e

HN o
o
IO
o

o

e

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ED_-GRI-5b13fbe2-57_1

clecc2c(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):

ED_-GRI-5b13fbe2-42_1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)OC[C@H](CF)[NH3+]

RUN1576

-1.40

0.60

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-d08626de-3_1

CO[C@@]1(CCOc2clcc(c(c2)Cl)CI)C(=0)Nc3enccdc3ececd

RUN2341

-1.40

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

KAD-UNI-8a629cb0-12_1

clece2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CCNC(=0)[C@H]5Ce6[nH+]ccn6CSs

RUN2094

-1.40

0.36

-95-
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BEN-DN D—f2€727Cd—6_2 CID: BEN-DND-f2e727cd-6_2
S M 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: MAT-POS-5369c344-5_2
S M I L ES clecc2ce(cl)ence2NC(=0)[C@H]3CCOc4c3cc(cc40Cc5¢cceen5)Cl
RUN: RUN3623
DDG (kcal/mol): -1.39
dDDG (kcal/mol): 0.07
KAD-UNI 'b13de0d3'7_1 CID: KAD-UNI-b13decd3-7_1
7 lN
\ S M I L ES CC(=0)0CCnlcc(cnl)CINH2+]IC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedence5edceees
RUN: RUN3792
\1‘6 DDG (kcal/mol): -1.39
dDDG (kcal/mol): 0.15
ALP-UNI '76695C4f'8_2 CID: ALP-UNI-76695c4f-8_2
NN
7 SMILES: - S— o
RUN: RUN2179
’ DDG (kcal/mol): -1.39
boo
°Fu dDDG (kcal/mol): 0.43

-96 -
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KAD-UNI-8a629ch0-22_ 1

MAT-P0OS-8a69d52e-5 1

ANV
/
HN O/’( F
NH3
(0]
O

MAK-UNK-c749d764-24 1

AN

5
HN 0
H e
N~‘<
o o

OH

LAU-MED-88a3970a-6_1

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):

MAT-POS-8a69d52e-5_1

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

RUN372

-1.39

0.52

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-24_1

CCN(clencc2clcecec2)C(=0)C[C@@H]3CCCIC@@H]([C@@H]30)C(F)F

RUN1030

-1.39

0.32

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

-97-
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MIC-UNK-cdc2493e-24 1

HO HN o)
x H
3
L)
N
F o) o)

PET-UNK-bb7ffe78-3_1

MAT-POS-fce787c2-6 1

NN
5

ALP-POS-2dal9ca7-7_7

NN
5

HN

(¢}
[¢]

NN

=

7
N

-

o
-
-
Q
o

N

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):

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):

MAT-POS-fce787c2-6_1

clcec2c(cl)encc2NC(=0)C(c3cce(c(c3)ClCl)(F)F

RUN2151

-1.38

0.43

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-2dal9ca7-7_7

RUN2388

-1.38

0.48

-08 -
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ED_-GRI-5b13fbe2-45 1

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

dDDG (kcal/mol):

CID:

ED_-GRI-5b13fbe2-45_1

RUN1584

-1.38

0.32

EDG-MED-70ae9412-2_2

CID:
7 IN
N SMILES:
HN O
RUN:
F
F §
F /\« DDG (kcal/mol):
S’ o
§ o (e}
NH: dDDG (kcal/mol):

EDG-MED-70ae9412-2_2

C[NH+](C)CC(=O)NC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccac3ceccd

RUN3168

-1.37

0.39

EDJ-MED-50011917-1 2

SMILES:
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

CID:

EDJ-MED-50011917-1_2

clccc2c(cl)ecncc2NC(=0)Ce3cc(cc(c3)Cl)C[C@H]4CC(=0)N4

RUN371

-1.37

0.31

MAK-UNK-c749d764-24 5

77 SN

NS SMILES:
E@ RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

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

-99 -
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ADA-UCB-dc2b944c¢-10_1

AN
/
HN 0
F H
N
".
S o )

ALF-EVA-07677224-4 11

/|N
N

HN (e]
N

MAK-UNK-c749d764-18 5

AN

LON-WEI-5e7d1b3e-43_1

NN
5
HN o
N
N2k ao: {':o;
o
—
—-N\N/

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ADA-UCB-dc2b944c-10_1

Cclc(c2cceecec2en1)NC(=0)[C@@H]3CCOc4c3cc(ccd)Cl

RUNG08

-1.36

0.25

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):

MAK-UNK-c749d764-18_5

CC(C)SCN(clence2clceec2)C(=0)C[C@@H]3CCCC@@H]([C@H]30)C(F)F

RUN994

-1.36

0.36

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

- 100 -
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EDJ-MED-40433386-8_1

ol/

Y

o
-,
o€

vy
o

LON-WEI-9739a092-10_1
7 N

D

HN (0]
H
H
N
N* 1)
I‘—| O (0]

DAR-DIA-5ff57136-9_1

HN*
.'ll OH
N

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):

CHO-MSK-a31cca77-1_1

clceec2e(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):

LON-WEI-9739a092-10_1

COclc(cc(cnl)Br)Nc2cec(cc(c2)Cl)CC(=0)Nc3cencecdc3ccecd

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@@HIBCCOcAc3ce(ced)Cl

RUN1378

-1.33

0.53
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sprint-8-2021-05-30-P0157-dimer-neutral-restrained

ALF-EVA-07677224-1 2

/lN
N

MAT-POS-de59a476-2 2

N
T

HN

o
o
o
j‘o HK
R
L

EDG-MED-balac7hb9-3 1

7 IN
N
o, =
HN o N
/
N /i />
N

0

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

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

Cnlc(nnn1)COC[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Ncacnec5cdceees

RUN3166

-1.33

0.16
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sprint-8-2021-05-30-P0157-dimer-neutral-restrained

LON-WEI-4d77710c-1_1

N

VLA-UCB-1dbca3b4-15 2

F
NN
b

F F

I

=4
oll«

(@]

EDJ-MED-d203f206-24_1

NN
T

HN

PN
k/”‘\
ALP-UNI-8e43ar7le-2 5

/IN
\

N
/
<Nj \\

O

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):

VLA-UCB-1dbca3b4-15_2

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

RUN172

-1.32

0.11

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):

ALP-UNI-8e43a7le-2_5

RUN2928

-1.32

0.18
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sprint-8-2021-05-30-P0157-dimer-neutral-restrained

ALP-UNI-8e43a71e-5 3

MAK-UNK-ffc90da7-6_2
NN
Z

HN o

\N{llu
/ O (0]
JAG-UCB-f37eaal4-1 1

o o
H
i
o N
© HN
o

1
N

ERI-UCB-ce40166b-10 2

NN
Z

HN O

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):

MAK-UNK-ffc90da7-6_2

C[C@H](C[NH2+]CCCO)clcec2ence(c2¢1)NC(=0)Cc3ccec(c3)Cl

RUN706

-1.31

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JAG-UCB-f37eaal4-1_1

clece2c(cl)ence2N3CC[C@@]4(C3=0)COcse4cc(c(c5)F)Cl

RUNS3055

-1.31

0.30

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

MIC-UNK-66895286-5_1

AN
o

HN o

MAK-UNK-8be7dca9-1 2

NH;
NN
Z s
HN (o) N = N

(o]

EDJ-MED-f893e2al1-6_1
7 N

\
o Ooh—N/
g

ALF-EVA-5b152d2f-4 1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-66895286-5_1

clcec2ce(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):

MAK-UNK-8be7dca9-1_2

clcc2c(ccICN3CC[NH2+]CC3)encc2NC(=0)[C@H]4CCOc5c4cc(ce5)Cl

RUN493

-1.30

0.43

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):

ALF-EVA-5b152d2f-4_1

clccc2c(cl)encc2NNC(=0)[C@@H]3CCOc4c3cc(cc4)Cl

RUN2354

-1.29

0.37
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sprint-8-2021-05-30-P0157-dimer-neutral-restrained

DAR-DIA-0d514e7d-31_14

AN
o0
(% AN

DAR-DIA-Ocdel4eb-57_2

NN
Z
HN o

loe,

e}

MIC-UNK-eadeb352-6 1

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):

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):

MIC-UNK-eadeb352-6_1

CO[C@@]1(CIN@@](C )CI)CI)S(=0)(=0)C)C(=0;}

RUN4646

-1.27

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-3496895b-15_3

HI(CB)C(=ON

RUN2533

-1.27

0.31
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sprint-8-2021-05-30-P0157-dimer-
MAT-POS-f9802937-5 1

neutral-restrained

CID: MAT-POS-f9802937-5 1
7 N
g
S M I L ES CNC(=0)C[C@@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccdc3ceecd
é@ RUN: RUN2396
l DDG (kcal/mol): -1.27
".
\7 dDDG (kcal/mol): 0.37
BEN—BAS-5003e89e—1_1 CID: BEN-BAS-5c03e89e-1_1
NN
/ SM I L ES CC(C)([C@@H]1COc2ccc(cc2[C@@H]1C(=0)Nc3enccac3ccee4)Cl)O
HN 0 RUN: RUN1143
HO
<
DDG (kcal/mol): -1.27
1T
o o dDDG (kcal/mol): 0.27
NIR-TH E'af15015d'1_2 CID: NIR-THE-af15¢15d-1_2
7 IN
\ SM I L ES CC#CC(=0)N(clcncc2clceecc2)C(=0)[C@H]3COc4c3cc(ccd)Cl
HN o) H_ H
< ! RUN: RUN3320
(o]
° DDG (kcal/mol): 1.27
(0]
dDDG (kcal/mol): 0.13
ALP'UNI'8943a71e'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
NS
\/ N o RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RUNS3003

-1.27

- 107 -
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sprint-8-2021-05-30-P0157-dimer-neutral-restrained

DAR-DIA-6a508060-5_2

MAT-POS-e9e99895-8 4

NN
&

HNYo

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-6a508060-5_2

clecc2ce(cl)ence2NC(=0)[C@H]3CCOc4c3ec(cc4C[C@@H]5CC(=0)N5)CI

RUN341

-1.26

0.30

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-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):

BEN-DND-c852c98b-4_1

clcc2ence(c2cc1O)NC(=0)[C@@H]3CCOc4c3cc(ccd)Cl

RUN1207

-1.25

0.31
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EDG-MED-90036822-36_2

DAR-DIA-f6ee7aeb-5 1

N

HN (o}

H
O\’ /’o,

(@] C

H /'lo
N

I\“ 0..
o]

MAT-POS-3b92565d-7_1

2N
4
I
L
o
!

CID:

SMILES:
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-36_2

clece2c(cl)encc2NC(=0)[C@@]3(CCO

INC(=0)(C

RUN1711

-1.25

0.46

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):

MAT-POS-3b92565d-7_1
Cnlce(c2ccecc2c1=0)NC(=0)Ce3ce(cce30C)Cl
RUN113
-1.25

0.30

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

dDDG (kcal/mol):

LON-WEI-9739a092-4_2

CCN(Celeco(cel)F)e2ee(ee(c2)Cl)CC(=0)Ne3encedc3ceced

RUN3272
-1.24

0.15
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sprint-8-2021-05-30-P0157-dimer-neutral-restrained

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
W
g

NH!

I
MAT-POS-2905de8c-3_2
>N

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-2905de8¢c-3_2

C[NH+](C)[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3cnccac3ccecd

RUN2232

-1.23

0.23
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MIC-UNK-d854bf4c-4 1

7 IN o
\ o‘l(
NH,
HN O N

O
O

ALP-UNI-8e43a7le-1_4

MAT-POS-fh82b63d-1_1

/IN
N

HN o
: N
(6] O

MAK-UNK-c749d764-33_7

AN
y/

HN O
‘o H I
\3
‘\
O O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-d854bf4c-4_1

CC(=0)N1CCC2(CCL)CCN(C(=0)[C@@* )l

RUNS3337

-1.23

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-8e43a7le-1_4

RUN2922

-1.23

0.13

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-fh82b63d-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):

MAK-UNK-c749d764-33_7

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

RUN1085

-1.23

0.31
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o
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H
Ni

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

MAT-POS-4223bc15-41 2

HN ?o /)

MIC-UNK-bcd487e9-6_2

7 IN
N
HN o)
F H
N
F o)

LAU-MED-88a3970a-2_1
AN\

RAL-THA-c9f97604-1 1

s

RN
/
HN o
HN* ¥
o}

o

O« /
-«
<0
(e}

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-4223bc15-41_2

CnlcncclC(=0)N2Cc3ccc(ce3[C@H](C2)C(=0)Ncacncc5caccec5)Cl

RUN4164

-1.23

0.16

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):

LAU-MED-88a3970a-2_1

clccec2c(cl)encc2NC(=0)[C@H]3CCOc4c3cc(cc40CCO)CI

RUN1498

-1.22

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-c9f97604-1_1

clccc2c(cl)encc2NC(=0)[C@H]3c4cc(ccc4[C@H]5CC[C@@H]305)Cl

RUNS584

-1.22

0.36
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sprint-8-2021-05-30-P0157-dimer-neutral-restrained

ALP-UNI-8e43a71e-5 6

77 SN

N

HN O
HO
\\/llu
(0]

EDJ-MED-fchba3f31-6_1

N
T
HN o
¢ ;

LON-WEI-5e7d1b3e-35 1
Y
s

HN
H )
H.N
o

T\

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-8e43a7le-5_6

RUN2950

-1.22

0.10

CID:

SMILES:
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-fcba3f31-6_1
C165026(6nCENC(-0)CO@RCCONCIC(EACICOCICOHISCTNTS=0
RUN2542
-1.22

0.38

CID:

SMILES:
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

BEN-DND-c852c98b-3_2

CC(C)(eLece2ence(c2c1)NC(=0)[C@HI3CCOc4c3ee(ced)ClIO

RUN1209
-1.21

0.41

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

dDDG (kcal/mol):

LON-WEI-5e7d1b3e-35_1
CoLece(ec1)CING @HHIZCCIC@BHI(CACNC(=OINGIen(s=O)cAcTecccd)CCC)C
RUN1342
-1.21

0.37
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CHO-MSK-a3lcca77-4 2

ALP-UNI-3496895b-5_6

NN
5
HN o
o
o
© N
o
o

DAR-DIA-6a508060-11_2

Lo

©] HN*
N
<
(0]
o

MAT-POS-8a69d52e-4 1

Y
A
N

HN O
(4
O
o

h

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CHO-MSK-a31cca77-4 2

clcec2e(cl)ence2NC(=0)[C@]3(CCOc4c3cc(cc4)Cl)CC(=0)Ne5ncons

RUN2198

-1.21

0.44

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-3496895b-5_6

RUN2517

-1.21

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-6a508060-11_2

clcece2ce(cl)encc2NC(=0)C3CC(C3)[C@H]4C[C@@H]4CI

RUN347

-1.21

0.43

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-8a69d52e-4_1

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

RUN366

-1.20

0.46
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ALP-POS-fe871b40-2_2
7 N

N

HN 0 N

5‘
/’(\/N,,' NHE
o o84 NHs

LON-WEI-5e7d1b3e-35_4

MIC-UNK-d854bf4c-2 1
7 N

D

HN o)
H
H
N
v N
,‘4 e} o

MIC-UNK-91acba05-3 1

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):

LON-WEI-5e7d1b3e-35_4

Cclcec(ccl)CIN@H+]2CC[C@H](C2)CNC(=0)Nc3cen(c(=0)c4c3cecccd)CC(C)C

RUN1344

-1.20

0.37

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)Clcdcnce5eaccees

RUNS3332

-1.20

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-91acba05-3_1

clecc2c(cl)ence2NC(=0)[C@@H]3CCS(=0)(=0)c4c3cc(cc4)Cl

RUN472

-1.19

0.32
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sprint-8-2021-05-30-P0157-dimer-neutral-restrained

ALP-UNI-8e43a7l1le-15 4

o o
H
i
o N
© HN
o

1
N

EDJ-MED-c82a5324-1 1

NS 1\

VLA-UCB-34f3ed0c-4 1
Y
=

HN

O
HO H
< N
L
F
(6] (6]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-8e43a7le-15_4

CCEONIC@H] HISCIC@@H](CE)C(=ON

RUN2986

-1.18

0.36

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):

MAK-UNK-c749d764-3_2

CC1(C[NH2+]C1)OCN(c2cnce3c2ceee3)C(=0)C[C@HI4CCCIC@@H]([C@@H]40)C(F)F

RUN905

-1.18

0.24

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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LON-WEI-5e7d1b3e-49 1

H
H
‘\N
0
H.N
)‘ "
[¢]
H

MAT-POS-b5746674-98 1

NN
v

HN O

MAK-UNK-c749d764-20_6

EDG-MED-balac7b9-27 3
7 N
\

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):

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):

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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CHO-MSK-a3lcca77-2_2

RAL-THA-e002€396-11 2

77 N

N
HN (e}

(e]

\ NH
HN*%
( NH
N,
H

EDG-MED-70ae9412-1 2

NN
Z

HN o
= A
(6] O

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

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):

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):

EDG-MED-70ae9412-1_2

clecc2ce(cl)ence2NC(=0)[C@]3(CCOc4c3cc(cc4)Cl)ICNC(=0)Cn5cencs

RUN3164

-1.16

0.11
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MAT-POS-8a69d52e-6_1

NN
N
A
N/ l
\
0

HN N
/’/ NH.
O
(@]

MAK-UNK-8be7dca9-4

NN
y/
HN
H
N
- NH
\

DAR-DIA-0f2f46¢9-9 2

o

(0]

/IN

N

HN (@)
F H

(@) (@]

Ld
-
-
OH

NH3

2

ALP-UNI-3496895b-5_3

NN
T

E

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):

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):

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):

ALP-UNI-3496895b-5_3

RUN2514

-1.15

0.39
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o
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DAR-DIA-23e5a6a0-7_1

N
2
HN 0 o
o/’/
o

DAR-DIA-5d6f1b43-10 1

a)?/\,\, Ny
N 7
LN HN ¢ ’O

O

PET-UNK-12d8d43f-2_1
NN
Z

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-23e5a6a0-7_1

clece2e(c1)ence2NC(=0)[C@@H]3CCOcAc3co(cc4CIC@@H]SCCH(INH2+]5)CCCE)C

RUN413

-1.15

0.37

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

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):

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
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MIC-UNK-cdc2493e-19 1

NN
Z

HN 0
N !
HD-KN
0 0

PET-UNK-689df078-4 2

77 SN
S

HN o) y

AN

P

g f i’
? S
N

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-cdc2493e-19_1
CC(C)CCCN(cLecee(cl)ClC(=0)Ne2ence3c2ecece3
RUN5S67
-1.14

0.40

CID:

SMILES:
RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-689df078-4_2
CIN@HH1CC(=0)N(C(=0)[C@@H]1c2ceee(c2)Cl)c3enceacaeeees
RUN3106
-1.14

0.12

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-c66144cb-3_2

clcee2c(cl)encc2NC(=0)[C@H](CCC3CCCCC3)caccec(c4)Cl

RUN134
-1.14

0.28

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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EDG-MED-balac7b9-23 3
7 IN
X

MIC-UNK-cdc2493e-4 2

NN ° o
y
HN 0 N

(0]
(@]

PET-UNK-dd44aeb6-1 1
NN
Z

HN O/’q/\

ALF-EVA-ced740bd-1 2
NN
~Z

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):

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):

PET-UNK-dd44aeb6-1_1

clccc2ce(cl)encc2NC(=0)Ce3cc(ccc3F)Cl

RUN426

-1.10

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALF-EVA-ced740bd-1_2

COclc(ccec2elce(cnc2)NC(=0)[C@H]3CCOc4c3cc(ccd)Cl)Cl

RUN2789

-1.10

0.09
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PET-UNK-bb7ffe78-2_1
7 N
N

HN O

DAR-DIA-0f2f46¢9-7_1

“
N
HN

N
o

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):

VLA-UNK-5b0345c3-1_1

COclccec2clee([nH]2)C(=0)N3Ce

[C@@H](C3)C(=0; |

RUN3883

-1.09

0.16

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):

DAR-DIA-0f2f46¢9-7_1

CNS(=0)(=0)[N@@]1CC[C@@H](c2c1cce(c2)Cl)C(=0)Ne3enceac3ccecd

RUN3234

-1.08

0.23
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sprint-8-2021-05-30-P0157-dimer-neutral-

restrained
MAT-POS-8a69d5 26'4_2 CID: MAT-POS-8a69d52e-4_2
Y
y SMILES: CIC@H]LCOc2ccc(cc2[C@@H]1C(=0)Ne3encedc3ccecd)Cl
HN o RUN: RUN367
(0]
/ DDG (kcal/mol): -1.08
N+
o) Hz’\, NH*
\ dDDG (kcal/mol): 0.46
EDJ-M ED'e4b030d8'4_1 CID: EDJ-MED-e4b030d8-4_1
o S M I L ES clecc2c(cl)ence2NC(=0)[C@@H]3CCOc4c3cc(cc40C5COC5)Cl
o H/\O/\/ A
N\ 22 Z RUN: RUN287
LN HNVO
: DDG (kcal/mol): 11.08
(o) [ I j
© dDDG (kcal/mol): 0.39
KAD-UN I'CbObebC'ZJ-_l CID: KAD-UNI-cbOf2bbc-21_1
7 IN
\ S M I L ES Cnicc(n2c1c(cn2)CHN)CINH2+]C[C@]3(CCOcAc3ce(ce)Cl)C(=0)Ne5encebeseceed
HN O
RUN: RUN3707
H oo
N DDG (kcal/mol): -1.08
/N \‘ 0 0
"N dDDG (kcal/mol): 0.17
MAT-POS-78e1d523-1 2

CID: MAT-POS-78e1d523-1 2
7 N
N I SMILES: clcee2e(cl)encc2NC(=0)[C@H]3CCScac3cc(ced)Cl
HN o RUN: RUN3279
H
® H DDG (kcal/mol): -1.07
i
s 0 o) dDDG (kcal/mol): 0.16
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MIC-UNK-5a93dd5f-2_5

N~ HN 0
i
NHY ¢ H
\+«N
F o) o)

VLA-UNK-f49ebb87-1_2

ALF-EVA-5b152d2f-8 1

(o)

>

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

NN
5

HN

HN
H
N

N

s

e
RAL-THA-8416115c-6_2

NN
Z

N
O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-5a93dd5f-2_5

clece2e(c1)encc2NC(=0)[C@ @H](c3ccee(c3)Cl)[NH+]4C[C@@H]5CCCC[C@H]5C4

RUN738

-1.07

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-f49ebb87-1_2

clccc2c(cl)encc2NC(=0)[C@H]3c4cc(cccdNC(=0)03)Cl

RUN3102

-1.06

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALF-EVA-5b152d2f-8_1

clec2¢(cc1CC3CC3)encc2NC(=0)[C@@H]4CCOc5c4cce(ce5)Cl

RUN2362

-1.06

0.48

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-8416115c-6_2

clcec2c(cl)ence2NC(=0)[C@H]3CCN(c4c3cc(ce4)Cl)Ce5een[nH]5

RUN1268

-1.06

0.34
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ALP-POS-fe871b40-11 1

7 IN
\
o
HN o
N
H
o)

N
Oc o

s o

VLA-UNK-70dd90ef-2_1

/IN
N
o o
o
N

H

HN
F
0 F

FRA-DIA-Ofa076fe-1_1

o o
H
i
o N
© HN
o

1

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

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):

VLA-UNK-70dd90ef-2_1

clcec2c(cl)ence2N3C(=0)[C@@]4(c5cc(ccc5ENC4=0)CI)NC3=0

RUNS3303

-1.06

0.16

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-4223bc15-24 2

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

OH

dDDG (kcal/mol):

CID:

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

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

NIR-THE-3fc2bec4-1_1

CO[C@]1(CCNc2clcc(c(c2)F)Cl)C(=0)Nc3cnccdc3cececsd

RUN3275

-1.05

0.11

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

EDG-MED-90036822-91_1

clecc2c(cl)ence2NC(=0)[C@@]3(CCO

)CINC(=O)[C@@* )INH3+]

RUN1799

-1.05

0.41

DAR-DIA-0f2f46¢9-10_3

CID:
7 IN
N SMILES:
HN o] RUN:
E H
MN DDG (kcal/mol):
=, ° ° dDDG (kcal/mol):

DAR-DIA-0f2f46¢9-10_3

clecc2ce(cl)ence2NC(=0)[C@@H]3CCIN@](c4c3cc(ccd)Cl)S(=0)(=0)[0-]

RUN3244

-1.04

0.17
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DAR-DIA-9e4459de-15 10

DAR-DIA-0d514e7d-32_9
Y
~Z
LON-WEI-5e7d1b3e-34 1

N
~Z
_° HNE ;o
NAU-LAT-4ce8bf23-1 1

NN
Z

HN ©)
&

&
z
[}
zT

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@@HIACO[C@H]S[C@@H]3C=C(C=C5)CI

RUNB858

-1.03

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-5e7d1b3e-34_1

CC(C)Cnlcc(c2ccecec2c1=0)NC(=0)N3CC[C@@H](C3)c4cceced

RUN1335

-1.03

0.20

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
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MAT-POS-3b97339c-2 1
Y
Z

HN (o] N~

ERI-UCB-ce40166b-12_1

H,N* NN
A

HN ©)
&

VLA-UNK-3a43cd95-4_1
77 N

N

HN (0]

LON-WEI-4d77710c-27_1

Y
Z

OjN O

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

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ERI-UCB-ce40166b-12_1

clcecc2ce(cl)encc2CC(=0)Ne3cc(ce(c3)Ocdccencd)CH#N

RUNS1

-1.03

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-3a43cd95-4_1

clcce2c(c1)encc2N3C(=0)C[C@@]4(C3=0)COc5c4cc(c(c5)F)Cl

RUNS3191

-1.02

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-4d77710c-27_1

CC(C)Cnlcc(c2cceecc2c1=0)NC(=0O)NC3CCCCCC3

RUN211

-1.02

0.22
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MAT-POS-e9e99895-13 7

AN
g

HN o
N
p
:

DN

i
LON-WEI-9739a092-3_1
7 IN
\

HN o
F H

‘ C <S N

OH o) o)

MAK-UNK-c749d764-10_3

NN
Z
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N /N\"\\‘.

O

JOH-UNI-ea72002d-4_2

HN ;O

\\_

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-e9e99895-13 7

C[C@@](c1cce(c(c1)CI)CI)(C(=0)Ne2ence3c2eece3)NC(=0)[C@HIACCN@H+](C4)C

RUN2273

-1.02

0.23

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

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):

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
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N

N

N

HN 'OI,CN?“C)

T

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):

MAT-POS-2905de8¢c-2_2

C[NH2+][C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3ence4c3ceecd

RUN2230

-1.00

0.48

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):

JAG-UCB-f37eaal4-9 2

clece2ce(c1)encc2N3CC[C@@]4(C3=0)CIN@](c5c4cc(cc5)Cl)C6CC(=0)C6

RUN3071

-1.00

0.21
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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):

RAL-THA-8416115c-2_3

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

RUN1253

-1.00

0.25

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):

MIC-UNK-cdc2493e-14_2

clece2e(cl)ence2NC(=0)N(c3ceec(c3)CHC@HI4CCIC@@H](C4)INH+]5CCCCCS

RUNS56

-0.99

0.33
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CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-009f762b-4_2

CellnHlc(clH+1)CIN@H+]2C @@H|(C2)C(=0, 1

RUNS3913

-0.99

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-a0adabd7-1_2

clece2c(c1)ence2NC(=0)[C@]3(CCOc4ac3cce(c4)Cl)CNe5c[nH]c(=0)[nH]c5=0

RUN3562

-0.99

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ADA-UCB-dc2b944c-16_1

CC1(C[C@H](c2cc(cecc201)Cl)C(=0)Nc3cnccdc3ccecd)C

RUN614

-0.98

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-a577c8a2-3_1

clecc2e(cl)encc2NC(=0)[C@@H]3CIN@ @](S(=0)(=0)c4c3ec(ce4)Cl)CeS[nH]cens

RUN4628

-0.98

0.27

- 133 -



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

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-18_6

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

RUN995

-0.97

0.31

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):

DAR-DIA-0587064e-27_2

clecc2c(cl)ence2NC(=0)[C@H]3CCNc4c3cec(c(c40Cc5cecc(cc5CI)F)F)Cl

RUN3388

-0.96

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-d203f206-35_1

RUN2596

-0.95

0.40
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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

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-53551¢c05-11_1

clccc2c(c1)encc2CN: (=0)C3=0;

1)O[C@@H]6CC(=0)NE

RUN144

-0.95

0.29
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ERI-UCB-d6delf3c-7_2

77 SN
N

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

dDDG (kcal/mol):

CID:

ERI-UCB-d6de1f3c-7_2

C[C@H]1CN(CC(=0)N1c2ccce(c2)Cl)C(=0)c3cnccdc3ceccd

RUN1100

-0.94

0.25

SMILES:

RUN:

0 DDG (kcal/mol):

dDDG (kcal/mol):

CID:

EDJ-MED-fcba3f31-8_1

clccc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CO[C@H]SCCOC5=0

RUN2545

-0.94

0.50

MIC-UNK-c66144cb-1_2

CID:
WN
Z SMILES:
HN (¢]
., RUN:
© DDG (kcal/mol):
. O . 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

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

VLA-UCB-05e51b3f-14_1

clccc2c(cl)encc2NC(=0)N(CCC3CCCCC3)caccec(cd)Cl

RUN324

-0.94

0.33
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N
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HN e]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-fh82b63d-4_1

clcec2c(cl)encc2NC(=0)[C@@H]3c4cc(ccc4CCIN@@H+]3CC5CC5)Cl

RUNS3177

-0.93

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ERI-UCB-b3e6b0c2-13_2

C[N@]1C[C@H](c2c1ccc(c2)Cl)C(=0)Nc3encedc3cec(c4)CNSCCINH2+]CC5

RUN3049

-0.93

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-3496895b-2_7

4c300(cod)CI)CC(

RUN2508

-0.93

0.38

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-61f37ala-15_1

RUN4624

-0.93

0.32
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CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ED_-GRI-5b13fbe2-51_1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3ee(ced)C)OCC5(COCE)COCECINH2+]CE

RUN1598

-0.92

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-fb82b63d-4_4

clcec2c(cl)ence2NC(=0)[C@H]3c4cc(ccc4CCIN@H+]3CC5CCS)CI

RUN3183

-0.92

0.20

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):

RAL-THA-4aa06b95-7_4

COCCN1CC[C@H](c2c1cce(c2)Cl)C(=0)Nc3cnccdc3ccecd

RUN1246

-0.91

0.29
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CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-e002e396-2_1

CCS(=0)(=0)C[C@@]1(CCOc2clce(cc2)Cl)C(=0)Nec3enccdc3ccecd

RUN3453

-0.91

0.15

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):

MIC-UNK-5a93dd5f-2_2

cleec2c(cl)ence2NC(=0)[C@H](c3ccec(c3)Cl)[NH+]4C[C@H]SCCCC[C@H]5C4

RUN735

-0.91

0.41

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)c5cecee5CHN

RUN3405

-0.90

0.18
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SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

BEN-DND-a7517465-1_1

Cclccec2elc(cnc2)NC(=0)[C@@H]3CCOc4c3cc(ccd)Cl

RUN1477

-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

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):

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
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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):

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):

MAT-POS-2905de8¢c-2_1

C[NH2+][C@@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccdc3cecccd

RUN2229

-0.89

0.38

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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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-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):

DAR-DIA-9e4459de-13_16

RUN1440

-0.88

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALF-EVA-ced740bd-3_2

clcc2cncc(c2cclF)NC(=0)[C@H]3COc4c3cc(ccd)F

RUN2793

-0.88

0.14
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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

CID:

SMILES:
RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-5e7d1b3e-40_1

CC(C)Cnlcc(c2ccececc2c1=0)NC(=0O)NCCC3=CCCCC3

RUN1352

-0.85

0.22

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

PET-UNK-7a31b064-2_1

7 IN
HN o
F H
< N
L
".
° L

& 3 o o
N OH

NAU-LAT-4ce8bf23-1 2
AN

(] =

O

P

MAT-POS-8a69d52e-1 3
NN
~Z

(0]

BEN-DND-34fc7f90-8 1
7 IN
\

N /N o
SO

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

dDDG (kcal/mol):

PET-UNK-7a31b064-2_1

CCN1C[C@H](C(=O)N(C1=0)c2cncc3c2cccc3)cdccec(cd)Cl

RUN3290

-0.85

0.17

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

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):

BEN-DND-34fc7f90-8_1

CIN@@H+]1Cc2cc(c(cc2[C@@H](C1)C(=0)Nc3enccac3ccecd)Cl)Cl

RUN3674
-0.84

0.12
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BEN-DND-c852c98b-6_2

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

NN
Z

HN O

O«

DAR-DIA-6a508060-10_1

/J

HN

o

MAT-POS-f9802937-4 1

NN
5

HN ’O
-
-

DAR-DIA-0f2f46¢9-1_2
I

7
N

HN

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

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)Nc3encedc3ceced

RUN349

-0.84

0.36

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)Nc3enccdc3ceecd

RUN2397

-0.84

0.29

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
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ALP-POS-3b848b35-4 1

NN
P

HN O
o ;
I,'

H,N*

ED_-GRI-5b13fbe2-12_2

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:

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

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):

EDG-MED-5d232de5-5_2

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

RUN2368

-0.82

0.24
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ALP-UNI-3496895b-2_5

NN
g
HNYo

BEN-DND-f2e727cd-5_1

—
Z e
\Z,

MIC-UNK-b9827f26-4 1
7 N

N

Eoty

MAT-POS-fb82b63d-3_1
@Q

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-3496895b-2_5

ec(= HIB[C@@HISCCCIN@H+ECCO

RUN2506

-0.82

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

BEN-DND-f2e727cd-5_1

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

RUN1196

-0.82

0.22

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

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-fb82b63d-3_1

C[N@@H+]1CCc2ccc(cc2[C@@H]1C(=0)Nc3encc4c3ccced)Cl

RUNS3173

-0.81

0.14
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JAG-UCB-f37eaald-8 1

7 IN
\
HN 0 N:,\i
\ N,
o

N
H

o}

27 SN

4

o o He,
A
o

O

EDJ-MED-4f704dc9-1_1

27 N

N>
HN (e)
N N
|
HN /
o o
H.N*

RAL-THA-8416115¢-10_3

NN
Z

(0] NH
HO

X1l

o
Q

CID:

SMILES:
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

JAG-UCB-f37eaal4-8_1
C165c26(6EnCeNICCICO@IH(C3-0)CING B CSc4cc(ecS)CCTnsccnc
RUN3068
-0.81

0.20

CID:

SMILES:
RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-ba800595-1_2
clece2c(c1)encc2NC(=0)[C@H]3CCNede3ec(ce4ChCl
RUNS3073
-0.81

0.11

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

dDDG (kcal/mol):

EDJ-MED-4f704dc9-1_1

CO[C@@]1L(CCNe2clec(c(c2)Cl)CC(=0)Ne3enccdc3ececs

RUN3159
-0.81

0.23

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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KAD-UNI-8a629cb0-38 2

MAK-UNK-c749d764-15_ 15

NN

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):

MAK-UNK-c749d764-15_15

CIC@@H](N(c1ence2eleccc2)C(=0)CIC@HIBCCCIC@HI(C@HIBO)C(F)F)OCCACCCCCA

RUN972

-0.80

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-5a93dd5f-11_2

clcee2e(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):

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
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MIC-UNK-0a05¢c952-4 2
7 N

N

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

MAK-UNK-c749d764-26 8
NN

7 IN
\
/N\N/N
— N~

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-0a05c952-4_2

clece2c(c1)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-c749d764-26_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):

MIC-UNK-bcd487e9-6_1

clcce2c(cl)encc2NC(=0)N(C[C@@H]3CCCS3(=0)=0)c4cccc(c4)Cl

RUNS592

-0.80

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-4c68219f-14_1

clece2c(c1)ence2NC(=0)[C@@]3(CCOcAc3cee(ced)COIC@HISCIC@H(INH2+]C5)CO

RUN1649

-0.79

0.40
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FRA-DIA-b66f7109-2_2

H,N*
N
Z S
HN o = N

(¢]

MAK-UNK-8be7dca9-10 2
NN
=

OH

N
\\‘\ HN ©
H
7
N F H
\+«N
F o o}

FRA-DIA-b66f7109-1 1
NN
Z

HN o o
J::NHE
o o
o

ALP-UNI-44c99a80-2 1
NN
~Z

HN O
H
N

\ (0] O

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

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-b66f7109-1_1

clcec2e(cl)ence2NC(=0)[C@H]3CNc4c3cc(cc4Cl)O[C@@H]5CC(=0)N5

RUN391

-0.79

0.33

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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RAL-THA-8416115c-5_2

AN\
/.

HN (@]
¥

Iz

ALP-POS-5bb456a5-1_5

N
5

HN

o
o
ol
o
o e

BEN-DND-c852c98b-6_1
NN

<

MAK-UNK-c749d764-10_4

AN
Z

HN

v

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-POS-5bb456a5-1_5

RUN2410

-0.79

0.42

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):

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
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DAR-DIA-0587064e-1_1

7 IN
\
HN o)
F H
O\)\«N
° ¢} o)
-

OH

ROB-UNI-611831f5-2 2
NN
Z

HN O

(e

O

ALP-POS-347519b5-3_58

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0587064e-1_1

clcece2ce(cl)encc2NC(=0)Ce3cc(cc(c3)Cl)OCCC(F)(F)F

RUN3348

-0.78

0.15

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):

ALP-POS-347519b5-3_58

RUN4325

-0.78

0.32

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

PET-UNK-a692de38-1_1 o
NN
p/ SMILES: clccc2c(cl)ence2N(C(=0)Cc3ccec(c3)CI)NCHN
HN © RUN: RUN583
F H
< N DDG (kcal/mol): -0.76
b\g\«o © dDDG (kcal/mol): 0.26
Wi L'UCB'7ba4aC3a'2_1 CID: WIL-UCB-7badac3a-2_1
7 IN
N SMILES: CN(cLence2eleocce2)C(=0)[C@@HIBCCOc4c3ce(ced)Cl
HN 0 N
s\ RUN: RUN3024
N\ _N
© DDG (kcal/mol): 0.76
(e}
’ ‘\/ N
’ dDDG (kcal/mol): 0.23
ALP'POS'f6871b4O'3_1 CID: ALP-POS-fe871b40-3_1
277 N
N I SMILES: CO[C@@]1(CCOc2c1ce(cc2C#N)Cl)C(=0)Ne3enccdc3ceecd
HN o RUN: RUN3113
. s S NH;
\/'\, DDG (kcal/mol): -0.76
N
o) \o
dDDG (kcal/mol): 0.22
‘JOH'UNI'ea72002d'3_3 CID: JOH-UNI-ea72002d-3_3
S M I L ES: clcec2e(cl)ence2[C@@H](C(=0)[C@H]3CCOc4c3cc(ccd)CI)NSC(=0)C=CC5=0
RUN: RUN2486
-0.76
0.52

DDG (kcal/mol):

dDDG (kcal/mol):
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ALP-POS-ce760d3f-7_2

NN
P/ ,N\
HN
HN 2.0 —

MAT—POS—ddBad2b5—5_2

JEQ

1
‘. ZI

MIC-UNK-5a93dd5f-3_8

NN
~

VLA-UCB-34f3ed0c-21_1

G
P

CID:

SMILES:
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ce760d3f-7_2
clec2ence(c2celF)NC(=0)[C@H]3CCOc4c3cc(cc4)Cl
RUN1464
-0.76

0.29

CID:

SMILES:
RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-dd3ad2b5-5_2

CNC(=0)N1Cc2cec(ce2[C@H](CL)C(=0)Ne3encedc3ccced)Cl

RUN3544
-0.75

0.16

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

dDDG (kcal/mol):

MIC-UNK-5a93dd5f-3_8
CLcccze(e1)eneEZNC(=OICHIE3cocc(EICHNOHHHCCIC@HISCCCCICO@HISC
RUN746
-0.75

0.33

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

dDDG (kcal/mol):

VLA-UCB-34f3ed0Oc-21_1

CL6cc26(cenCeaNC(-O)[CO@IB(CCOEaIC(CEACC(-OICCICO@HISCC-ONTS

RUNG648
-0.75

0.29
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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}

o
\/\’ /N~N
N P NH3

JOH-UNI-a38a7bdd-6_4

NN
o

HN (¢]
\.é

Oy

o

%

E

MAK-UNK-c749d764-3 7

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):

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

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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EDJ-MED-e4b030d8-5_1

o HAO/\/O N\
o N 5
o
N HNVO

o

O

DAR-DIA-b4e9dd8d-5_2

/IN
N

HN O

ZT

o

77 SN

NS

,I’NI
A
...ull\+ =

MIC-UNK-8758c41d-1_1

HN (@]
H
/\< > ( : N
HsN*
O O

EDJ-MED-b7309adf-2_1

OH

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-e4b030d8-5_1

clcec2e(cl)ence2NC(=0)[C@@H]3CCOc4c3cc(cc4C5COC5)Cl

RUN286

-0.74

0.37

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):

MIC-UNK-8758c41d-1_1

clecc2ce(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):

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

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):

EDG-MED-90036822-17_1

clcee2c(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):

MIC-UNK-08fa0751-1_2

clcee2c(cl)encc2NC(=0)[C@H]3CCOc4c3cc(cc4C(CO)(F)F)CI

RUN1520

-0.72

0.19

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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PET-UNK-55f647aa-2_1

AN
CC
=N H
fe

NAU-LAT-356bd3c2-7_1

NN

Z

HN o
%

BEN-DND-c852¢c98b-2_1

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):

NAU-LAT-356bd3c2-7_1

clccc2c(cl)encc20C(=0)c3cceccdc3ec[nH]4

RUNSS8

-0.72

0.13

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):

MAT-POS-afd4d4fd-1_1

Cclc(cceclCl)CC(=0)Nc2encc3c2cecec3

RUN303

-0.72

0.33
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ALP-UNI-8e43a7l1le-2_12

NS

|\

ROB-UNI-322e8f70-2_2

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

(©)

EDJ-MED-40433386-4_1

NN
T
HNYO

NN
]

NH

EDJ-MED-f893e2a1-10_1

NN
Z
HN 0
N H
D
V/
F
o 0

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):

ROB-UNI-322e8f70-2_2

clccc2c(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):

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):

EDJ-MED-f893e2a1-10_1

CC(C)(CNC[C@@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccdc3ccecd)CHN

RUN3214

-0.70

0.11
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MAT-POS-8a69d52e-3 1

o o
H
i
o N
© HN
o

1

LON-WEI-4d77710c-7_2
NN

=

HN (@]

[TTH

O

o

KAD-UNI-8a629¢ch0-13 1

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)Nc3cncecdc3ccecd

RUN365

-0.70

0.40

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

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

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:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-4223bc15-14_2

clecc2e(cl)encc2NC(=0)[C@H]3CIN@@](Ce4c3cc(ced)Cl)S(=0)(=0)CCEC[NH2+]C5

RUN4067

-0.69

0.34
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ERI-UCB-b3e6b0c2-12_1

Z IN HaN*
N
\ N//EC
\
HN (e} /’FFIN

o F

EDJ-MED-4f704dc9-2_2
Y
Z

F
d
-
-

: T

MAT-POS-b5746674-37_2

H.N

NN
o Z

HN (0]
N

DAR-DIA-0d514e7d-33 3
NN
Z

HN O

(s

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ERI-UCB-b3e6b0c2-12_1

CIN@@]1C[C@H](c2c1cce(c2)Cl)C(=0)Ne3enccac3ecc(c4)C[NH3+]

RUN3046

-0.69

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-4f704dc9-2_2

COC[C@]1(CC(=0)Nc2clce(c(c2)Cl)Cl)C(=0)Ne3ence4c3ccccd

RUN3162

-0.69

0.14

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):

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
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ALP-POS-347519b5-1_3

o

MAK-UNK-ffc90da7-6_1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-347519b5-1_3

s HI(C3)CO@HZICO@HICHIC(

RUN4233

-0.69

0.20

CID:

SMILES:

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):

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):

MAK-UNK-ffc90da7-6_1

C[C@@H](C[NH2+]CCCO)clcce2ence(c2c1)NC(=0)Ce3ccce(c3)Cl

RUN703

-0.68

0.18
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MIC-UNK-5a93dd5f-9_4

©:|) SMILES:

RUN:

"g DDG (kcal/mol):

\H dDDG (kcal/mol):

CID:

MIC-UNK-5a93dd5f-9_4

CN(C)[C@H]ICCIN@H+](CL)[C@@F 1)C(=0]

RUN781

-0.68

0.28

ADA-UCB-dc2b944c-1 2

AN
A SMILES:
o NH3
HN (o} "

RUN:

Ir=

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

ADA-UCB-dc2b944c-1_2

clece2e(cl)encc2N3C(=0)C[N@H+]([C@@]4(C3=0)CCOc5c4cc(cc5)Cl)ICC6CCCCCE

RUNS598

-0.67

0.31

DAR-DIA-0d514e7d-32_1

SMILES:
=

HN 0 RUN:
N

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

DAR-DIA-0d514e7d-32_1

@@H}co[Ca @) =c(c=cs)cl

RUNBS850

-0.67

0.16

NAU-LAT-2fed8305-6_1

@ N, o SMILES:

o) NH HN RUN:
YN

DDG (kcal/mol):
N
dDDG (kcal/mol):

CID:

NAU-LAT-2fed8305-6_1

clccc2e(cl)encc2NC(=0)Cc3ccce(s3)Cl

RUN1113

-0.67

0.41
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ALP-POS-ce760d3f-1_2
Y

o0

ALP-POS-966f8da6-1_1

N

HN o
H
N
o 00y,
.
3 C} (
o o
O

EDG-MED-balac7b9-1 4

2 SN

N

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

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):

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):

DAR-DIA-0d514e7d-12_1

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

RUNB816

-0.66

0.28
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DAR-DIA-Ocdel4eb-57_1

H;N*

0]

MAT-P0OS-4223bc15-31 3
NN
Z

EDJ-MED-e4b030d8-9 1
o HAO/\/O N\
N HN\?O

LON-WEI-4d77710c-35 1
NN
~Z

'

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-Ocdel4eb-57_1

C[C@@H](clccec(c1)C2(CC2)F)C(=0)Ne3cnccdc3ceccd

RUN25

-0.66

0.23

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):

EDJ-MED-e4b030d8-9_1

clccc2c(cl)encc2NC(=0)[C@@H]3CCOc4c3nc(cc4)Cl

RUN290

-0.65

0.35

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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ALP-POS-fe871b40-12_2

7 IN
S
HN 0 N:,‘
NN
: :

DAR-DIA-f6ee7aeb-3 3
7 IN
N

HN O

C::\ : H\/'“.
EDG-MED-balac7b9-8 2

3N
5

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:

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):

EDG-MED-balac7b9-8 2
60e26(cenccaNC(-OJC@(E00RACSCc(ecAITICSION(CCHNICSCS
RUNZ2645
-0.64

0.51

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

- 168 -



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

ED_-GRI-5b13fbe2-24 1

OH

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):

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

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-2dal9ca7-8_1

C(=ONIC@@H](CC(=OIN)CECCOCCS

RUN2394

-0.64

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-5e7d1b3e-21_1

CclccencINC(=0O)Nc2en(c(=0)c3c2cccc3)CC(C)C

RUN1326

-0.63

0.67
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RAL-THA-05e671eb-20_1

AN
/
HN O
0]
”, LUITH
-\
H,

MAK-UNK-ffc90da7-4_5
NN
Z

HN O

(e

O

DAR-DIA-Ocdel4eb-60 2

(0]

RAL-THA-6e4c80cf-3_1

7 |N
N
HN (e}
(N;W o 0
o
N
/

'

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-05e671eb-20_1

clccec2c(cl)ence2NC(=0)[C@@H]3CCOc4c3cc(cc4CH#N)CI

RUN2044

-0.63

0.33

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)Nc3cncc4c3ceecd

RUNS32

-0.63

0.38

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-6e4c80cf-3_1

clecc2c(cl)encc2NC(=0)[C@@H]3CN(Cc4c3cc(cc4)Cl)C(=0)OCc5encs5

RUN3898

-0.62

0.18
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(0]
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HO

Ii
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AN
Z

HN O
¥
O

NN

HN :O

(X

DAR-DIA-9e4459de-15 4

A

o

NN
y
HN o
Fooy
N
~~
F o

o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-b3e365b9-2_1

clccc2c(cl)ence2NC(=0)[C@H]3CCOc4c3cc(cc4)Cl

RUN277

-0.62

0.12

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):

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):

DAR-DIA-2964957d-9_1

CN(clccee(c1)Cl)c2c(c(=0)c2=0)Nc3cnccdc3ccecd

RUNS518

-0.61

0.29

-171 -



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

ERI-UCB-d6delf3c-7_1
7 N

g

\<“W§ ;

ALP-POS-64a710fa-2_1

N
2

HN (¢]

o

T
'/r :

H;N*

MAT-POS-b5746674-34 1

NN
Z

HN O
&

(0]

MAT-POS-b5746674-109 1

Br

Y
b

HN (0]

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

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-64a710fa-2_1

C[NH+](C)CCCN(Cclccesl)C(=0)Cc2cncc3c2ccecc3

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):

MAT-POS-b5746674-109_1

CC(C)Cnlcc(c2cceecc2c1=0)NC(=O)NCC[NH+]3CCOCC3

RUN92

-0.60

0.23
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ALP-POS-5bb456a5-2_8

NN
5

HN (¢}

(o]
(o]
o
o]
K/NH

PET-UNK-55f647aa-1_1

NN
Z
HN 0

F H
N
o)
N+
HZ F O

EDJ-MED-6d9ff7d0-8_1

Iz

EDJ-MED-670ad2ee-6 2

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):

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):

EDJ-MED-6d9ff7d0-8_1

clece2e(c1)ence2NC(=0)[C@]3(CCOcAc3ce(ced)CHNH2+ICIC@@H]SCCC(=0)NS

RUN3433

-0.60

0.15

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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EDG'MED'balaC7b9'12_2 CID: EDG-MED-balac7b9-12_2
NN
Z SM I L ES clece2e(c1)ence2NC(=0)[C@]3(CCOc4c3ec(ced)Cl)CC(=0)NSCCC[C@@H]5c6n[n-Inné
HN (o]
RUN: RUN2659
o
© . DDG (kcal/mol): -0.60
[¢] [¢]
o dDDG (kcal/mol): 0.43
KAD'UNI'877d7bed'1l_2 CID: KAD-UNI-877d7bed-11_2
7 N
\ I SM I L ES: CC(C)([C@H]1CCN(C1)C(=0)COc2cc(cc3c20CC[C@@H]3C(=0)Ncdcnce5cdcceee5)Cl)O
T\’ RUN: RUN3748
o/\\N tee DDG (kcal/mol): -0.59
\\Q (.
oH dDDG (kcal/mol): 0.21
MAT'POS'24589f88'12_2 CID: MAT-POS-24589f88-12_2
7 |N
N
S M I L ES: clcee2e(c1)ence2NC(=0)[C@]3(CCOc4c3cc(ccd)Cl)C[NH2+]Ce5ccc(ce5)S(=0)(=0)N
HN ¢]
RUN: RUN4799
DDG (kcal/mol): -0.59
dDDG (kcal/mol): 0.21
MAT-POS-8d5aflef- 1_2 CID: MAT-POS-8d5aflef-1_2
SMILES: clece2c(c1)encc2NC(=0)[C@HIBCC(=0)Ncac3cc(ced)Br
RUN: RUN1129
,’\ DDG (kcal/mol): -0.58
‘V §
5 dDDG (kcal/mol): 0.26
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LAU-MED-88a3970a-7_1
AN\
Z

ALP-POS-fe871b40-7_1
77 N

N

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:

HN o RUN:
© §
\/\ — \q DDG (kcal/mol):
(e}
s ’\’N\/
N dDDG (kcal/mol):

MAT-POS-fb82b63d-3_3

/IN
N

HN O
HO 144 H
N
.
N
)
O O

MAT-POS-78e1d523-5 1
7 IN
\

HN O
HO 144 H
N
F
O O

ALP-POS-fe871b40-7_1

CO[C@@]1(CCOc2clce(cn2)Cl)C(=0)Nc3cnceac3ccced

RUNS3119

-0.58

0.27

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):

MAT-POS-78e1d523-5_1

clccc2c(cl)encc2NC(=0)[C@@H]3CCNc4c3cc(c(c4)Cl)Cl

RUN3282

-0.58

0.13
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MAT-POS-4223bc15-9 4

7

N

HN

ALP-POS-fe871b40-11 2
7 IN

o
N

o
HN

EDG-MED-90036822-45 1
AN
Z

HN

NSI“.Q

-

/llu

H.

- 176 -
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CID: MAT-POS-4223bc15-9 4
SMILES: — o
O
RUN: RUN4012
DDG (kcal/mol): -0.57
o
dDDG (kcal/mol): 0.16
CID: MAK-UNK-c749d764-20_1
SMILES:

CCCN(clencc2clceeec2)C(=0)C[C@@H]3CCC[C@@H]([C@@H]30)C(F)F

RUN: RUN1007
DDG (kcal/mol): -0.57
dDDG (kcal/mol): 0.29
CID: ALP-POS-fe871b40-11_2
SMILES: CO[C@]1(CCOc2cLec(c(c2)F)Cl)C(=0)Ne3encedcdecces
RUN: RUN3130
DDG (kcal/mol): -0.57
dDDG (kcal/mol): 0.19
CID: EDG-MED-90036822-45 1
SMILES: cLece2c(eDence2NC=0IC@EICCO INC(=oIC
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

RUN1723

-0.57

0.34
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DAR-DIA-0f7b7cd9-8 1
7 IN
. \

(0]

EDG-MED-971238d3-4_1

e

AN\
/ O« /
-«
»
>0
HN 0 /)
N+
H.
%

RAL-THA-1d44ff04-11 1

NN
y/
HN (@]
N

@) O

LON-WEI-4d77710c-42_2

AN
Z

HN O
h 4

. L)
\\ o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0f7b7cd9-8_1

clecc2c(cl)encc2N3C(=0)[C@@]4(CCOc5c4cc(cc5)Cl)C(=0)S3

RUN3016

-0.57

0.07

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-971238d3-4_1

clcce2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)[NH3+]

RUN1469

-0.57

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-1d44ff04-11_1

CNS(=0)(=0)clcc(cc(c1)Cl)CC(=0)Nc2ence3c2cccc3

RUN446

-0.57

0.26

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
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MIC-UNK-644c43c7-1_1

NN
P/
HN 0 —
/N
Y

JAG-UCB-f37eaal4-7_1

7 IN
\
HN o Na N
/’Q\/‘N
(@)
(@]

MAT-POS-53907alc-3 2
Y

=

ALP-POS-e0Ofe77e5-1 1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-644c43c7-1_1

clcecc2c(cl)encc2NC(=0)Ce3cc(cc(c3)Cl)CCNCC(F)(F)F

RUN433

-0.56

0.33

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):

MAT-POS-53907alc-3_2

clece2e(c)encc2NC(=0)N(CCC3CCCCC3)edec(ce(c4)Cl)O[C@H]SCC(=0)NS

RUNS526

-0.55

0.43

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
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JOH-SUS-a69¢159d-5 1

NN
Z

MIC-UNK-0a05c952-1_2

N

(@] HN (@]
(1}
o= !
[ITH
Nﬁs
H
(0] (e}

RAL-THA-8416115c-2_2

ANV
Z

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):

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-8416115c-2_2

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

RUN1252

-0.55

0.38

-179 -



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

PET-UNK-8c422e11-1_1

NN
Z

O NH
Y

EDJ-MED-8c98ee63-1 1
7 IN
F G F

EDG-MED-90036822-55 1

FRA-DIA-b66f7109-2_1

\N H:N
N
Z N// l
\
HN o/’pk/N
o F
(@]

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):

EDJ-MED-8c98ee63-1_1

COCCC[NH2+]C[C@@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3encc4c3ceccd

RUN2849

-0.54

0.07

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):

FRA-DIA-b66f7109-2_1

clcec2c(cl)ence2NC(=0)[C@H]3COc4c3cc(cc4Cl)O[C@@H]5CC(=0)N5

RUN393

-0.54

0.36
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DAR-DIA-23e5a6a0-4_1

Y
/
HN 0
(o] NH3

ALP-UNI-8e43a7l1le-5 4

H,N*
\\/lu.

PET-UNK-c5865d42-1 2

I NN
y/
HN

RAL-THA—05667leb-20_2

Oﬂ N/lu.

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):

ALP-UNI-8e43a7le-5_4

RUN2948

-0.53

0.13

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):

RAL-THA-05e671eb-20_2

clccc2c(cl)encc2NC(=0)[C@H]3CCOc4c3cc(ccdC#N)CI

RUN2045

-0.53

0.44
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ALP-POS-fe871b40-15 1

7 IN
N
HN o
/ %,
(o] NH3
o

EDG-MED-90036822-90 1

e
L

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):

EDJ-MED-1981ceba-4_4

cleec2ce(c1)ence2NC(=0)[C@H]3C[N@](Ccdc3ec(ced)Cl)S(=0)(=0)NSCC(C5)CHN

RUN4695

-0.53

0.29

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):

EDG-MED-90036822-90_1

clece2ce(cl)encc2NC(=0)[C@@]3(CCOx )CI)NC(=0)[C@@F )[NH3+]

RUN1795

-0.52

0.31
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ALP-POS-477dc5b7-2_1

o

PET-UNK-83d689b6-2_1

J@@
N
F
HN o
o)
N\
o)

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

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-UNI-76695c4f-10_1

RUN2174

-0.51

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-83d689b6-2_1

clece2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)OCCe5ecenns

RUN4194

-0.51

0.07
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LEE-CAM-7ab9b158-4_4

NN
2
HN o)
N
\\ /'lo
N
- o)
\N/N\

BEN-BAS-5c03e89e-2 4

NN
P

HO

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):

DAR-DIA-9e4459de-11_11

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

RUN1419

-0.51

0.12

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

BEN-BAS-5c03e89%e-2_4

CC(C)([C@H]1C=Nc2ccc(cc2[C@H]1C(=0)Nc3encc4c3ccec4)Cl)O

RUN1146

-0.50

0.40
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ALP-UNI-8e43a/7le-2_8

*)i-ELAN 2
N N

HN (¢}
HN

VLA-UNK-ba665ac8-2_ 2

77 IN
N
HN o
s
NH* H
N
VC)"'
F
o o

NN

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-8e43a7le-2_8

RUN2930

-0.50

0.29

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)cdcncc5edccecs

RUN3304

-0.50

0.22

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):

RAL-THA-8416115c-12_2

clecc2ce(cl)ence2NC(=0)[C@H]3CCN(c4c3cc(ced)Cl)Cesn[n-Inn5

RUN1292

-0.49

0.25
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EDG-MED-90036822-5_1

NN
o

HNYo

JOH-SUS-a69¢159d-7_1

NN
e
HN (0]
O‘ \N /l .
[e] o
NH

AN
NH
N
H

MAT-POS-4223bc15-23 3

(é N\
PET-UNK-2c6614b6-6_1

NN
5

HN

.

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):

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):

MAT-POS-4223bc15-23_3

CNC(=0)C[N@@H+]1Cc2ccc(cc2[C@H](C1)C(=0)Nc3cnccdc3cecc4)Cl

RUN4108

-0.48

0.06

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
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BEN-BAS-c2bc0d80-7_1

NN

K
by

EDJ-MED-1981ceba-3 3

77 IN
N
HN o)
“d "
/ [ITH
N—
N N*
H.

MIC-UNK-5a93dd5f-12_2

NN

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

BEN-BAS-c2bc0d80-7_1

CN1C(=0)N(C(=0)[C@@]12CCOc3c2cc(cc3)Cl)cdcncc5edceees

RUN1138

-0.48

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-f702bflc-4_1

cleec2c(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):

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):

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
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JAG-UCB-f37eaald-6_1

7 IN
S HO
HN o

\\\T‘

PET-UNK-1320d94d-3_1

AN
e
HN ; o
¢
o
HZN‘lNH,

DAR-DIA-Ocdel4eb-58 1

WIN
s

HN o
(@]
; H
Yy, N
%o

MAK-UNK-c749d764-21_7

NN
2
0

HN (@]
" ; v
)

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):

DAR-DIA-Ocdel4eb-58_1

C[C@@H](clccee(c1)C2(CC2)1)C(=0)Nc3cncc4c3cececsd

RUN28

-0.47

0.45

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

- 188 -



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

EDJ-MED-d203f206-10_1

EDJ-MED-d203f206-10_1

RUN2572

-0.47

0.28

CID:
N
cC
SMILES:
gt
ft@ RUN:
Ol DDG (kcal/mol):
C.\l dDDG (kcal/mol):
ALP-UNI-dbbfd3db-15 2 cIb:
7 N
~ l 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)C5CCCs

RUN2786

-0.47

0.29

SMILES:

HN (¢}

-

(D* RUN:

© DDG (kcal/mol):
)

/N-N

z

dDDG (kcal/mol):

CID:

ALP-POS-5bb456a5-1_2

RUN2407

-0.47

0.25

MIC-UNK-5a93dd5f-2_6
AN
Z

o
o}
HN /
N >

T oS

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

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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LAU-MED-88a3970a-17_1

NN
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(B

MIC-UNK-cdc2493e-4 3

NN
P

MAK-UNK-ffc90da7-3_2
NN

Z

HN O
¢

MAT-P0OS-3b97339c-3 2
7 N

<

HN 0
F H
N
— NH+
\ F o) o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LAU-MED-88a3970a-17_1

CNC(=0)CCclcc(cc2c10CC[C@H]2C(=0)Ne3encc4c3ccecd)Cl

RUN1513

-0.47

0.56

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):

MAK-UNK-ffc90da7-3_2

CC(C)OC[C@H](clcce2e(cl)encc2NC(=0)Ce3cecc(c3)Cl)[NH2+]C

RUNG96

-0.46

0.12

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
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LON-WEI-5e7d1b3e-50 2

NN

JAG-UCB-706446eb-4_1

NN
Z

O
O
HN O
,: ! SN
H
O

H

F

OH

EDG-MED-90036822-38_2

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

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):

EDG-MED-90036822-38_2

C[C@H](CNCC(C(=0)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3enceac3ceced)(F)F)O

RUN1720

-0.45

0.42

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
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EDG-MED-90036822-52_1

HN (0]

EDG-MED-balac7b9-18_1

7 IN
\
EDG-MED-971238d3-6_1

| )
v

HN

<

N

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-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-balac7b9-18_1

C[C@@H]1Cn2¢c(ccn2)CN1C(=0)C[C@@]3(CCOc4c3cc(cc4)Cl)C(=0)Ne5encebeseeees

RUN2682

-0.44

0.23

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
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LON-WEI-5e7d1b3e-35 2

NN
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H.N

7 IN
N
HN o
F H
< N
m
° L
& : o F;o
D\ OH

KAD-UNI-877d7bed-18_2

N

N

HN (¢]

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):

MAT-POS-3b97339c¢-3_1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CNC(=0)c5en[nH]e5S(=0)(=0)N

RUNS3307

-0.43

0.18

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):

DAR-DIA-076fb6ea-8_1

C=C=CC(=0O)N(clcncc2clcccc2)C(=0)Cc3ccec(c3)Cl

RUN1400

-0.43

0.23
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ED_-GRI-5b13fbe2-74 4

ALP-POS-966f8da6-1_4
NN
Ce
S { >j

MIC-UNK-f792ef5d-1_1

4

N

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ED_-GRI-5b13fbe2-74_4

CIN@H#I1CCO[C@HCT jcolcar(CCo )0
RUN1634

-0.43

0.51

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-67d5babe-1_3

4c300(ccd)CIICCIN@H: )(F0)CIC@@HIECS

RUN4868

-0.43

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-966f8da6-1_4

clcec2c(cl)ence2NC(=0)[C@H]3CCN(c4c3cc(ce4)Cl)Ce5enc[nH]5

RUN1223

-0.43

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-f792ef5d-1_1

CIN@@H+]1C[C@H]2COc3cce(ce3[C@]2(C1)C(=0)Ncacncc5caceec5)Cl

RUN4665

-0.43

0.32
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MAT-POS-4223bc15-7_1

MIC-UNK-25b9c114-1 1

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

EDJ-MED-15e90dfc-7_1

|
7 |N NH:
Y A
HN 0 N

¢}
o

MIC-UNK-cdc2493e-12 1
7 IN
X

HN

o)
s
NH* H
N
FM
o) o)

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-4223bc15-7_1

clcee2e(cl)encc2NC(=0)[C@@H]3C[N@ @](Ce4c3ec(ce4)Cl)S(=0)(=0)C5COCS

RUN3997

-0.43

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-25b9c114-1_1

CS(=0)(=0)NC[C@@H]1CN(C(=0)CN1C(=0)c2cnce3c2ccee3)cdccee(c4)Cl

RUNS3259

-0.42

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-15e90dfc-7_1

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

RUN3456

-0.42

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-cdc2493e-12_1

CINH+](C)[C@@H]1CCIC@@HI(CL )C(=0

RUNS51

-0.42

0.31
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NN

H
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N
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77 SN

N

HN

H
N

Z

HN O
N\ H /'lo
\\ 7 d
N (o]
H

MIC-UNK-bcd487e9-1 1

l NN
/
N
0N T
HN 0 N
N
H
o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-4223bc15-14_3

clcee2e(c1)encc2NC(=0)[C@@H]3CIN@](Cedc3cc(ced)Cl)S(=0)(=0)CC5C[NH2+]C5

RUN4068

-0.42

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-31_16

C[C@H]1CCO[C@H]2C=CC(=C[C@H]2[C@H]1C(=0)Nc3cncc4c3cccc4)Cl

RUN849

-0.42

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-bcd487e9-1_1

clcee(ccl)CN(c2ceccce(c2)Cl)C(=0)Nc3encc4c3ccccd

RUNS86

-0.42

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

WIL-UCB-7badac3a-3 1

clcece2ce(cl)encc2NS(=0)(=0)[C@@H]3CCOc4c3cc(cc4)Cl

RUN3020

-0.42

0.30
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EDG-MED-10fcb19e-1_2

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-10fcb19e-1_2

CO[C@]1(CCOc2clce(cc2)Cl)C(=0)Nc3cncedc3ec(ccd)NS(=0)(=0)C

RUN4497

-0.42

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-balac7b9-4_4

RUN2629

-0.41

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-c82a5324-1_7

CNC(=0)[C@@H](CO)N@H+1C: @HI(C1)C(=0 el

RUN4726

-0.41

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-83e0a0b4-1_1

I HI(CCO2)C(=¢ +]CC6

RUN727

-0.41

0.36
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HNE ;O
©
°~
pOH

M IC-UNK—cd02493e—12_3

MAT-POS-b5746674-35 2

p%@

VLA-UNK-9a7dc93f-4 2

7 IN
\
HN

T

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-5bb456a5-6_1

clcee2e(c1)ence2NC(=0)[C@]3(CCOc4c3cc(ccd)Cl)CC(=0)NSCCC(CC5E)c6n[n-Inn6

RUN2436

-0.40

0.45

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-cdc2493e-12_3

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

RUNS52

-0.39

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-b5746674-35_2

Cnlcc(c2cceec2¢1=0)NC(=0)NCC[N@H+](Cc3ccco3)C4CCCC4

RUN70

-0.39

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-9a7dc93f-4_2

clcecc2ce(cl)encc2NC(=0)[C@H]3CCOc4c3cc(c(caF)F)CHN

RUN3087

-0.39

0.20
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NN
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N
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OH

CID:

SMILES:
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

BEN-BAS-c2bc0d80-4_1
cleee2e(c1)ence2NC(=0)[C@@HIBCC=NeAc3[nH]c(cc4=O)Cl
RUN1139
-0.38

0.32

CID:

SMILES:
RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ED_-GRI-5b13fbe2-17_1

clece2c(c)ence2NC(=0)[C@@]3(CCO hocicat

C6CCE)[NH3+]

RUN1549

-0.38

0.26

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

dDDG (kcal/mol):

MIC-UNK-5a93dd5f-8_2

CINH+I(CICLCCINH+(CCIC@H(c2ecec(c2)CNC(=0INe3encedcscocca

RUN775
-0.38

0.29

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

dDDG (kcal/mol):

RAL-THA-e002e396-5_2
CONS(=0)(=0)CIC@]L(CCOC2ecc(cc2)CC(=0)Ncdencedc3eoccd
RUN3462
-0.38

0.19
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MAK-UNK-c749d764-1 4

NN

P~
HN\?O

ZT

HoN

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0f2f46¢9-4_3

CS(=0)(=0)IN@@]1CC[C@H](c2c1cce(c2)Cl)C(=0)Nc3encc4c3ccecd

RUN3228

-0.38

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-a3f7f96a-7_4

RUNS5045

-0.38

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ERI-UCB-ce40166b-1_1

clcece2ce(cl)encc2CC(=0)Nc3ccec(c3)O[C@@H]4CC(=0)N4

RUNS3

-0.38

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-1_4

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

RUN892

-0.38

0.26
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MAK-UNK-c749d764-31_3

NN
b

Qe

MIC-UNK-9582b2¢c5-2_8

*)i-ELAN ®
o :\N Y 5
" HN(Z°

o

Xy

ALP-UNI-dbbfd3db-13_2
Y
Z

HN O

DAR-DIA-0d514e7d-32_20
I NN
~ ~Z

HN O
¥
O

(T

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-31_3

CC/C=C(/clencc2clecce2)\C(=0)C[C@@H]3CCC[C@H]([C@@H]30)C(F)F

RUN1072

-0.37

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-9582b2c5-2_8

CC(=0)NICCIC@HI2[C@H](C1)CIC@H](C(=0)N2c3cccc(c3)Cl)edence5edceees

RUN268

-0.37

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-dbbfd3db-13_2

Cnlee(en1)C2=NO[C@H](C2)C(=0)N[C@]3(CCOc4c3cc(ced)Cl)C(=0)Ne5enceeseeees

RUN2782

-0.36

0.07

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-32_20

clcec2c(c1)ence2NC(=0)[C@H]3[C@H]4C[C@@H]4CO[C@@H]5[C@H]3C=C(C=C5)CI

RUNB868

-0.36

0.10
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DAR-DIA-0f2f46¢9-6_1

77 IN
N
HN o
s
+ H

O

P\

N
O

MAT-POS-e9e99895-12_2

N
5
HN (e]

o%’})
\

JOH-SUS-a69¢159d-3 1

NN
Z

HN O

H
N\
‘\
\\
[N NH:‘ UTH

bN
-
)

H\ (0] (e}

DAR-DIA-ecdbc7dd-10_2
7 N

: NS

F HN O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0f2f46¢9-6_1

CS(=0)(=0)IN@@]1CC[C@H](c2c1cce(c2)Cl)C(=0)Nc3encc4c3ccecd

RUN3232

-0.36

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-e9e99895-12_2

C[C@](clcee(c(c1)CI)CI)(C(=0)Nc2ence3c2ccee3)NC(=0)CCINH+](C)C

RUN2266

-0.36

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-SUS-a69¢159d-3_1

clcecc2ce(cl)c(cnc2C(F)F)NC(=0)[C@@H]3CCOc4c3cc(cc4)Cl

RUN1120

-0.36

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-ecdbc7dd-10_2

clece2c(cl)ence2NC(=0)[C@]3(CCNc4c3ec(ccd)Cl)C[NH+]5CCOCCS

RUN2895

-0.36

0.08
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LON-WEI-4d77710c-35_2

ERI-UCB-ce40166b-11 1

H;N*

AN

KAD-UNI-8a629ch0-34_1
NN

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-4d77710c-35_2

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

RUN223

-0.35

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-4aa06b95-6_1

clccec2c(cl)encc2NC(=0)[C@@H]3CCN(c4c3cc(ccd)Cl)CCOo

RUN1239

-0.35

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ERI-UCB-ce40166b-11_1

clcec2e(cl)encc2CC(=0)Ne3cec(ce(c3)Ocdccec(=0)[nH]4)C#N

RUNS0

-0.35

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

KAD-UNI-8a629cb0-34_1

cleee2e(e1)ence2NC(=0)[C@@]3(CCOeAc3ce(ccd)CCCNC(=0)[C@@HISIC@ @HIBIC@@H]SCOCCE

RUN2116

-0.35

0.37
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MAT-POS-24589f88-6_2

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

r- dDDG (kcal/mol):

MAT-POS-2458988-6_2

RUN4777

-0.35

0.31

VLA-UCB-05e51b3f-9 1

CID:
NN
2 SMILES:
HNYo
- RUN:
© DDG (kcal/mol):

0]

\1\ dDDG (kcal/mol):

OH

VLA-UCB-05e51b3f-9_1

clece2ce(cl)ence2N(C(=0)CCl)C(=0)[C@H]3CCOc4c3cc(cc4)Cl

RUN317

-0.34

0.21

ALP-POS-5bb456a5-2_7

NN
5

SMILES:
O@' o

o DDG (kcal/mol):

L/' dDDG (kcal/mol):

CID:

ALP-POS-5bb456a5-2_7

RUN2428

-0.34

0.28

MIC-UNK-67d4a29a-1 1

CID:
NN
SMILES:
Z
0 NH RUN:
QE(’ HO
: DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-67d4a29a-1_1

CN(clcncc2clc(ccc2)Cl)C(=0)Cc3ccec(c3)Cl

RUN1086

-0.34

0.31
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ED_-GRI-5b13fbe2-60_2
Y

NAU-LAT-a5c7d7cb-8 1

NN
~Z

EDJ-MED-946e547c-1_1

77 N

\
HN o)
FH
N
NH"*
I ! F o o)

HO

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ED_-GRI-5b13fbe2-60_2

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cec(ced)COCCNSCe6e(n5)CCIC@H](CE)INH3+

RUN1607

-0.34

0.50

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-5ff57136-17_1

clecc2ce(cl)encc2N(CC#CBr)C(=0)[C@@H]3CCOc4c3cc(cc4)Cl

RUN1390

-0.34

0.13

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

NAU-LAT-a5c7d7cb-8_1

clccc2c(cl)encc2CNC(=0)COc3ccec(c3)Cl

RUNS78

-0.34

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-946e547c-1_1

CO[C@@]1(CCNc2clce(c(c2)F)Cl)C(=0)Ne3encc4c3cec(ced)S(=0)(=0)C

RUNS3316

-0.33

0.17
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RAL-THA-c11c1343-1 1
NN
P

HN (6]

H
N

DAR-DIA-0f2f46¢9-2_2

N

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

ALP-POS-7c6e02c7-3 1

NN
/
HN 0 NH;
/ ;o
o)

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-c11c1343-1 1

CC(=0O)N1CC[C@@H](c2clcce(c2)Cl)C(=0)Nc3cnccdc3ceecd

RUN1227

-0.33

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

BEN-DND-f2e727cd-4_2

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

RUN1194

-0.33

0.48

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0f2f46¢9-2_2

clcec2e(cl)ence2NC(=0)[C@H]3CCIN@](c4c3cc(ccd)Cl)S(=0)(=O)N

RUN3223

-0.33

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-7c6e02c7-3_1

CN(C)clcec(ncl)N(Cc2cec(c(c2)Cl)F)C(=0)Cc3cnccdc3ccecd

RUNS3100

-0.33

0.11
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DAR-DIA-23e5a6a0-2_1

O

ED_-GRI-5b13fbe2-7 2

MAT-POS-4223bc15-9 9

77 N

N

HN o
H
N
o 00y,
.
3 C} (
o o
O

MAT-POS-4223bc15-9 2

/|N
N

poiz2

L4

2

N\
O‘o

CID:

SMILES:
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-23e5a6a0-2_1

Cleccze(c1)cnEEZNC =0 CO@HICCOsE3RR(cc4OC@@HISCCSINHE BICCCEC!
RUN403
-0.33

0.42

CID:

SMILES:
RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ED_-GRI-5b13fbe2-7_2
clcec2ce(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)OCc5en(nn5)C[C@H]6C[NH2+]CCO6
RUN1532
-0.33

0.30

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

dDDG (kcal/mol):

MAT-POS-4223bc15-9_9

)(=0)[C

RUN4017

-0.32

0.18

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

dDDG (kcal/mol):

MAT-POS-4223bc15-9_2

o)c@aH

RUN4010

-0.32

0.25
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)

A

F

EDJ-MED-f893e2al-6_3

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

NN
Z

HN o
-2

99

7 IN

N

HN (@]
F H
HN
F
(@] (@]

ERI-UCB-ce40166b-3 1

AN
o

KAD-UNI-b13decd3-1_4

N o=
\\\

)

HN )
;o; ;
'.
HAN*

N
HN O
1]

<

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-4d77710c-20_1

CC(C)Cnlcc(c2cccec2c1=0)NC(=0O)NCCc3c[nH]c4c3ccecd

RUN208

-0.31

0.11

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-f893e2al-6_3

clece2c(c1)ence2NC(=0)[C@@]3(CCOcAc3ce(ced)C)CINH2+IC[C@HISCC(=0)NCS

RUN3205

-0.31

0.08

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ERI-UCB-ce40166b-3_1

clccc2c(cl)encc2CC(=0)Ne3cccee(c3)Ocdccec(=0)[nH]4

RUNSS8

-0.31

0.38

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

KAD-UNI-b13decd3-1_4

Cnlce(en1)N2CC[C@H](C2)C[NH2+]C[C@]3(CCOc4c3cc(ced)Cl)C(=0)Ne5encebeseceet

RUN3782

-0.31

0.12
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EDJ-MED-ee07cf00-6_4

NN
Z
HN 0
0

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

EDJ-MED-ee07cf00-6_4

Cnlcc(en1)C2=NO[C@H](C2)C(=O)NIC@F 1)C(=0)

RUN2819

-0.31

0.07

KAD-UNI-b13decd3-10 1
7 N
g

SMILES:

(o] NH
%._/
s RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

KAD-UNI-b13decd3-10_1

COc1nc2nce(en2n1)CINH2+]C[C@]3(CCOcAc3ce(cc4)CI)C(=0)NeSencebeseeeed

RUN3791

-0.31

0.15

MAT-POS-932d1078-3_1

N
HN O
O
N\
O

SMILES:
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

CID:

MAT-POS-932d1078-3_1

CO[C@]1(CCOc2clcc(cc2F)F)C(=0)Ne3enccac3ceccd

RUN3595

-0.30

0.06

ED_-GRI-5b13fbe2-58 2

SMILES:

RUN:

(] =

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

ED_-GRI-5b13fbe2-58_2

clece2c(c1)ence2NC(=0)[C@@]3(CCOcAc3ce(ced)CHOCCNSee(nnS)[C@HIBCCCINH2+]6

RUN1608

-0.30

0.27
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DAR-DIA-féee7aeb-4_2

MAK-UNK-c749d764-1 6

>e

\N
.
HN O
H e
N
.‘\
o] o]
o) N

>

)

N

(0]

\

MAK-UNK-8be7dca9-10 4
NN

Z F
HN OOY%N/
/%H /N/)

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-féee7aeb-4 2

RUN3413

-0.30

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-16_15

C[C@@H](N(c1encc2elecce2)C(=0)C[C@H]3CCC[C@H]([C@H]30)C(F)F)O

RUN988

-0.30

0.47

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-1_6

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

RUN894

-0.29

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-8be7dca9-10_4

cleccc2c(cl)encc2NC(=0)[C@H]3C[C@H](Oc4c3cc(cc4)Cl)C(=0)[0-]

RUNS514

-0.28

0.29
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EDG-MED-90036822-96 2
Y

MAT-POS-f9802937-6_1

NN

EDG-MED-90036822-106_1

77 N

N

HN O

loo

\—/H
SERS

KAD-UNI-8a629ch0-47 1

Iz

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-96_2

clcee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(cc4)CIINC(=0)CC[C@H](CCF)[NH3+]

RUN1824

-0.28

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-f9802937-6_1

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

RUN2399

-0.27

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-106_1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)NC(=0)CC(CCINH3+])(F)F

RUN1843

-0.27

0.50

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

KAD-UNI-8a629cb0-47_1

Cnlcc(nn1)CC(=0)NCC[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Ncdence5edccees

RUN2139

-0.27

0.45
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VLA-UNK-c65¢1026-5_1

HN o
HO H
N N
H
o o)

MAT-POS-e9e99895-7_2

N

e

HN -=o
o

/lN
N

HN (¢}

N-N‘ q(

S

77 SN

N

o

HN“‘l

MIC-UNK-06e5f114-2 1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-c65¢1026-5_1

clccc2c(cl)encc2N3C(=0)C[NH2+][C@@]4(C3=0)COc5c4cc(cc5)Cl

RUN3186

-0.26

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-e9e99895-7_2

CIC@NC1G(ECICC=O) -oc
RUN2254

-0.26

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-06e5f114-2_1

CS(=0)(=0O)clccec(cl)NCe2cec(cc2CC(=0)Ne3cenccac3ceced)Cl

RUNS5061

-0.26

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-076fb6ea-1_1

C=CC(=0O)N(clcncc2clcecc2)C(=0)Cc3ccece(c3)Cl

RUN1397

-0.26

0.40
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PET-UNK-9b23ef84-7_1

MAT-POS-1f3f1a6f-2_2

NN
T

'Ng

o

-

-

° ;
o
I F
OH

DAR-DIA-0f2f46¢9-7_3

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-9b23ef84-7_1

clcec2e(cl)encc2NC(=0)[C@@H]3CN(Cc4c3cc(c(c4)F)Cl)c5nnco5

RUN4433

-0.26

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-1f3f1a6f-2_2

C[NH+](C)[C@H](clcce(c(c1)Cl)CI)C(=0)Nc2encc3c2ccce3

RUN2278

-0.25

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0f2f46¢9-7_3

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

RUN3236

-0.25

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-92e193ae-2_1

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

RUN1853

-0.24

0.39
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ED_'GRI'S b13fb62-40_1 CID: ED_-GRI-5b13fbe2-40_1
NN
Z
S M I L ES: clcec2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)OC[C@H](C[NH3+])F
O¥" RUN: RUN1574
q )‘N DDG (kcal/mol): -0.24
ﬁp dDDG (kcal/mol): 0.42
BEN'DND'C852098b'2_2 CID: BEN-DND-c852c98b-2_2
Y
/ SM I L ES clec2ence(c2cc10C(F)(F)F)NC(=0)[C@H]3CCOc4c3cc(ccd)Cl
HN 0 RUN: RUN1206
O /\\ DDG (kcal/mol): -0.24
JTENE [ITYS
o) N
\\/ o g dDDG (kcal/mol): 0.37
EDJ-M ED-9€38fd34-5_1 CID: EDJ-MED-9e38fd34-5_1
NN
5
SMILES: CIC@]L(c2cc(c(cc2NC1=0)CI)CI)C(=0)Nc3encededececd
HN (@]
RUN: RUN2351
DDG (kcal/mol): -0.24
dDDG (kcal/mol): 0.40
MAT'POS'8293a91a'4_2 CID: MAT-POS-8293a91a-4 2
S M I L ES CNC(=0)C[N@H+]1Cc2ccc(cc2[C@@H](C1)C(=0)Nc3cncc4c3cccc4)Cl
RUN: RUN5083
DDG (kcal/mol): -0.24
dDDG (kcal/mol): 0.19
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MAT-POS-fh82b63d-4 2
7 IN
\

MIC-UNK-cdc2493e-12 4

(0]

Fo

Y \
y o@
N

N Oor/
(/E

MAK-UNK-c749d764-15 6

NN
. =
HN\:?O

EDJ-MED-d203f206-36_1

HN

o
o
o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-fb82b63d-4_2

clcec2c(cl)ence2NC(=0)[C@H]3c4cc(ccc4CCIN@@H+]3CC5CC5)Cl

RUN3181

-0.23

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-cdc2493e-12_4

C[NH+](C)[C@H]1CC[C@H](C1)N(c2ccee(c2)Cl)C(=0)Ne3encc4c3ececd

RUNS53

-0.22

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-15_6

CIC@H](N(clence2clocee2)C(=0)C[C@@HIBCCCIC@H](IC@@HIB0)C(F)F)OCCACCCCCA

RUN963

-0.22

0.10

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-d203f206-36_1

clccc2e(cl)encc2NC(=0)[C@ @]3(CCOc4c3cc(ccd)Cl)CC(=0)NSCC[C@@](C5)(CH#N)C(=O)N

RUN2598

-0.22

0.39
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DAR-DIA-23e5a6a0-9 2
NN
.
HN?O
MIC-UNK-cdc2493e-16_1

NN
A
HN (6]
H
H
N
,‘4 o o]

EDJ-MED-139368ae-5_2

JOH-UNI-21fd6073-1_2

7 IN
N
HN

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-23e5a6a0-9_2

clcee2e(c1)ence2NC(=0)[C@@H]3CCOc4c3cc(cc4C[C@H]5CCH(CCH)C[NH2+]5)Cl

RUN419

-0.22

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-cdc2493e-16_1

clccc2c(cl)encc2NC(=0)N(CCc3ccco3)cdccec(c4)Cl

RUNS561

-0.22

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-139368ae-5_2

CINH+]1CCN(CC1)S(=0)(=0)N@]2C

@@H](C2)C(=0.

RUN4549

-0.21

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-UNI-21fd6073-1_2

clece(cel)S(=0)(=0)N(CC#N)C(=0)Cl

(=0)IC@HJ4CO |

RUN4183

-0.21

0.12
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JAG-UCB-f37eaal4-4 2

cm
o
HN
N
HN g0 O
;o; a

ALF-EVA-07677224-1_3

[¢]
o
O; ’\m—
OH

MAT-POS-dc2604c4-3 1

N

RAL-THA-8416115c¢c-13 2

AN
2

(] =

paes!

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JAG-UCB-f37eaal4-4_2

clece2e(cl)encc2N3CC[C@@]4(C3=0)CIN@](c5cdcc(ce5)Cl)CC[NH2+]C6CCH

RUN3061

-0.21

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALF-EVA-07677224-1_3

Cclnc(ns1)S(=0)(=0)[l @H](C2)C(=0;

RUN4898

-0.21

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-dc2604c4-3_1

cleec2e(c1)ence2NC(=0)[C@@H]3C[N@@](Ccdc3cc(ccd)Cl)S(=0)(=0)CC5(CNC5)CH#N

RUN4711

-0.21

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-8416115c-13_2

clcee2c(cl)ence2NC(=0)[C@H]3CCN(c4c3cc(ced)Cl)Ce5[nH]nens

RUN1296

-0.21

0.46
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DAR-DIA-0d514e7d-17_1

NN
Z

HN (O]
E
1 ’
H N
O~
(6] O

DAR-DIA-6be260fc-4 1

NN
5

HN (¢}
N4

=(§/‘8

MIC-UNK-5a93dd5f-3_12

AN Y
~Z
NH/*\\ I
OH o) o
KAD-UNI-b13decd3-1 2
7 IN
N
,’\{llu
5 N
yXC

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-17_1

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

RUN820

-0.20

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-6be260fc-4_1

CC(C)[C@H]1CN(C(=0)[C@@]12CNc3c2cc(cc3)Cl)cacncc5edccecs

RUN2135

-0.20

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-5a93dd5f-3_12

cleec2c(cl)ence2NC(=0)[C@H](c3ccee(c3)Cl)[N@H+]4CC[C@@H]5CCCC[C@H]5C4

RUN751

-0.19

0.49

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

KAD-UNI-b13decd3-1_2

Cnlec(en1)N2CCIC@@H](C2)CINH2+]CIC@I3(CCOcAc3ee(ced)Cl)C(=0)NeSenceseseeees

RUNS3779

-0.19

0.10
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PET-UNK-12d8d43f-1 1
Y

MIC-UNK-9582b2c5-3 4

N
. ~Z

HN\?O
MIC-UNK-5a93dd5f-5_8

ANV
Z

HN O

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

MAT-POS-e9e99895-3 2

o]
O
>J—<. >
-
HN OH

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

dDDG (kcal/mol):

PET-UNK-12d8d43f-1_1

clccc2c(cl)encec2N(C=0)C(=0)Cc3cccc(c3)Cl

RUN1495
-0.19

0.32

CID:

SMILES:
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-9582b2c5-3_4

CC(=0)N1CC[C@HI2[C@H](C1)CN(C(=0)N2c3ccec(c3)Cl)cdcnceSedccees

RUN272
-0.19

0.11

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

dDDG (kcal/mol):

MIC-UNK-5a93dd5f-5_8

CC(=0)N[C@H]1CCIN@H+](CL)[C! 1)C(=0

RUN764
-0.18

0.32

CID:
SMILES:
RUN:

DDG (kcal/mol):

MAT-POS-e9e99895-3 2

C[C@](clcee(c(c)CNCI)(C(=0)Nc2ence3c2ccce3)NC(=0)[C@@H]4CCC(=0)NC4

RUN2244
-0.18

0.46

dDDG (kcal/mol):
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MIC-UNK-5a93dd5f-5 7
Y
Z

HN O
[e) H oo
N
HoN o) o
O

MAK-UNK-c749d764-18 2
NN
Z

HN o

LI
N
O O

NAU-LAT-4ce8bf23-3 1
Y

L
I'D '
.

rtN:a'.I-<::::1

DAR-DIA-4987d2cd-4 4
7 IN
N

HN (o]
loo
N
O O
OH

MIC-UNK-5a93dd5f-5_7

CID:
SMILES: CCONCEGHICCINGHHICDICE! oo
RUN: RUN765
DDG (kcal/mol): -0.18
0.31

dDDG (kcal/mol):

MAK-UNK-c749d764-18_2

CID:
SMILES: COOISCN(ELence2c1c06c2IC(-OCIC@HICCCICB @HICOBHROICF
RUN: RUN991
DDG (kcal/mol): -0.18
0.31

dDDG (kcal/mol):

NAU-LAT-4ce8bf23-3_1

CID:
SMILES: CC(=0)N[C@@H](clencc2clecec2)C(=0)Ne3ecee(c3)Cl
RUN: RUN1393
DDG (kcal/mol): -0.17
0.38

dDDG (kcal/mol):

DAR-DIA-4987d2cd-4_4

CID:
SMILES: clocc2e(c1)once2NC(=0)[C@HIZcAca(ccedCNICSE(e(=0)e5=0)O-)Cl
RUN: RUN3817
DDG (kcal/mol): -0.17
0.16

dDDG (kcal/mol):
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RAL-THA-b9d6aecl-2 1

KAD-UNI-877d7bed-8 1
7 lN
N

JOH-UNI-a38a7bdd-6_3

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-b9d6aec1-2_1

CNS(=0)(=O)clccc2ence(c2¢c1)NC(=0)[C@@H]3CCOc4c3cc(cc4)Cl

RUN4490

-0.17

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

KAD-UNI-877d7bed-8_1

CC(=0)N1CCN(CC1)C(=0)COc2cc(ce3c20CC[C@@HI3C(=0)Nc4cnce5cdccee5)Cl

RUN3735

-0.17

0.15

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-UNI-a38a7bdd-6_3

clece2c(c1)ence2N(C(=0)Ce3ccee(c3)Cl)C(=0)[C@@H]4C[C@HJAC(F)(F)F

RUN1492

-0.16

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-4aa06b95-1_2

clcecc2c(cl)encc2NC(=0)[C@H]3CCN(c4c3cc(cc4)Cl)C(=O)N

RUN1230

-0.16

0.37
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ALP-UNI-dbbfd3db-10_1

7 IN

\

HN 0
5@

MIC-UNK-0a05c952-3 8

CC
o5\

ALP-POS-c3a96089-2_1

AN
~Z

HN O

'l NH/+\\ [ITH
HO

DAR-DIA-9€4459de—13_14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-dbbfd3db-10_1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3ce(ccd)Cl)NC(=0)CnScc(c(=0)[nH]c5=0)Cl

RUN2778

-0.16

0.11

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-0a05c952-3_8

clecc2c(cl)ence2N3[C@H](C[C@H](C3=0)c4ccc(c(c4)Cl)CIH[C@H]5CO5

RUNS3518

-0.15

0.06

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-c3a96089-2_1

Cclcee(ncl)N(Cec2cscn2)C(=0)Cc3cnccdc3ceeccd

RUN1182

-0.15

0.58

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-9e4459de-13_14

RUN1437

-0.15

0.37
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MAK-UNK-ffc90da7-8_1

PET-UNK-824b5c6a-2_1

JOH-UNI-21fd6073-4_2

MAK-UNK-c749d764-19 6
NN

-

N
H

Y
s

HN (0]
H
N
FII.
O O
NH3

/IN
N

HN 0
NH* H
N
FM
0 0

N

HN (@]

LI
N
O (0]

LA
B,

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-ffc90da7-8_1

CC(C)OCCCclccc2c(cl)cncc2NC(=0)Ce3ccec(c3)Cl

RUN711

-0.15

0.42

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-824b5c6a-2_1

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

RUN3288

-0.14

0.15

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-UNI-21fd6073-4_2

clece2e(c1)ence2N(CC(=0)0n3c(cce30)0)C(=0)[C@H]4COc5cdce(ce5)Cl

RUN4184

-0.14

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-19_6

clcec2e(cl)ence2N(C[NH3+])C(=0)C[C@H]3CCC[C@@H]([C@H]30)C(F)F

RUN1003

-0.13

0.31
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LON-WEI-4d77710c-16 1
NN
F ~Z

F HN ©)
&

RAL-THA-05e671eb-24_2

NN
Z

HN @]

oo
I\ o
N
\N

KAD-UNI-877d7bed-1_2

7 IN

N

HN (@]

VA E@
— H [N
N

N «
N/\\_\g o o

Nl

EDG-MED-balac7b9-20 3

N

7
NS

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

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-4d77710c-16_1

CC(C)Cnlcc(c2cceecc2c1=0)NC(=O)NCC[NH+]3CCOCC3

RUN204

-0.13

0.11

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-05e671eb-24_2

clccec2c(cl)encc2NC(=0)[C@H]3CCOc4c3ccccdC#N

RUN2053

-0.13

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

KAD-UNI-877d7bed-1_2

clcee(eel)[C@](COc2ce(ce3c20CC[C@@H]3C(=0)NcdenceSeacceecs)Cl)(C(=0)N)O

RUN3720

-0.13

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-balac7b9-20_3

clece2c(c1)ence2NC(=0)[C@@]3(CCOcAc3cee(ced)C)CC(=0)NSCCOCIC@HISCC(F)F

RUN2696

-0.12

0.09
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LAU-MED-88a3970a-15 1

NN
Z

HN O
N

O F

JOH-UNI-ee5ed7c¢8-10 1

et
O =S
\ NH
...““\
i

MAT-POS-4223bc15-5 4

N

HN (¢]
H
N
o L))
o
(0] o
O

PET-UNK-9bf1291a-5 2

NN
Z

O NH
X

HN*
Hlioo \
H OH

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LAU-MED-88a3970a-15_1

clecc2ce(cl)ence2NC(=0)[C@@H]3CCOc4c3cc(cc4CCS(=0)(=0)N)Cl

RUN1511

-0.12

0.10

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-UNI-ee5ed7c8-10_1

CN(clc2cccec2enclCC(F)(F)F)C(=0)Cc3ccec(c3)Cl

RUN1909

-0.12

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-4223bc15-5 4

clccc2e(cl)ence2NC(=0)[C@H]3C[N@](Cc4c3cc(cc4)Cl)S(=0)(=0)CCO

RUN3992

-0.12

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-9bf1291a-5_2

CO[C@]1(C[N@](Cc2clce(cc2)Cl)CCHN)C(=0)Ne3enccdc3ccecd

RUN3970

-0.12

0.31
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MAK-UNK-c749d764-16_14

N

NN

ALP-UNI-8e43a7le-2_16

a)?/\,\, Ny
SN 7

HN (¢}
HN

EDJ-MED-93390d0c-1_1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-16_14

C[C@H](N(clencc2clecce2)C(=0)C[C@@H]3CCC[C@H]([C@H]30)C(F)F)O

RUN987

-0.11

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-29_8

clece2ce(cl)encc2N(C(=0)C[C@H]3CCC[C@H]([C@H]30)C(F)F)C(=0)ON

RUN1070

-0.11

0.45

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-8e43a7le-2_16

1)CC=ONSCCIC@HISIS

RUN2938

-0.11

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-93390d0c-1_1

CS(=0)(=0)clecc2ence(c2¢1)NC(=0)[C@@HIBCCS(=0)(=0)cdc3cec(ced)Cl

RUN4516

-0.11

0.26
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MAK-UNK-c749d764-3_3

A NY
2

HN o
H
HaN* N
M (6]
F

DAR-DIA-f6ee7aeb-6 4

77 SN

N
HN o

MIC-UNK-bcd487e€9-2_1

NN
/
(@)
HN O 2,
., 1)
N
BN
(@]
N+
H,

MAT-POS-f39f51fd-1_1
cG

E

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-3_3

CC1(C[NH2+]C1)OCN(c2cnce3c2ceee3)C(=0)C[C@@H]4CCC[C@H]([C@@H]40)C(F)F

RUN907

-0.11

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-féee7aeb-6_4

clcce2e(c1)ence2N3C[C@H]([C@H](CC3=0)cdccec(c4)Cl)c5e[nH]c(=0)[nH]ec5=0

RUN3422

-0.10

0.15

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-bcd487e9-2_1

clccc2c(cl)encc2NC(=0)N(CC3CCCCC3)c4ccec(c4)Cl

RUNS87

-0.10

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-f39f51fd-1_1

clccec2c(cl)encc2NC(=0)[C@@H]3CC(=0)Nc4c3cc(ccaCl)Cl

RUN2404

-0.10

0.29
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EDJ-MED-841e0cf0-7_3

/IN
S

MIC-UNK-5a93dd5f-6_1

NN
P

HN O
[e) H oo
N
HoN o) o
(0]

MAK-UNK-c749d764-1 2

NN
y/
HN o
e
\

EDJ-MED-37aac4bd-1 2

NH,

/IN
\

HN o
H
N
s\\/\(
NH* (0] 0

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-841e0cf0-7_3

CNS(=0)(=0)[N@@]1Cc2ccc(cc2[C@H](C1)C(=0)Nc3encc4c3cec(cc4)F)Cl

RUN3846

-0.10

0.15

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-5a93dd5f-6_1

CC(=0)N(C)CICC[NH+(CC1)[C@ @ )C(=0

RUN766

-0.10

0.49

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-1_2

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

RUN889

-0.09

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-37aac4bd-1_2

CO[C@]1(CCOc2clce(c(c2)Cl)Cl)C(=0)Nc3cnccdc3cececd

RUN3140

-0.09

0.21
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ALP-POS-2dal9ca7-2 2
77 N
O
HN?O

MIC-UNK-37660950-3_2

MAT-POS-8a69d52e-4 3

o o
H
i
o N
© HN
o

1

ALP-POS-fe871b40-15 2
7 IN
\

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

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-2dal9ca7-2_2

RUN2376

-0.09

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-37660950-3_2

CS(=0)(=0)IN@]1CCCIC@@H](C1)C C(=0,

RUNS5113

-0.08

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-8a69d52e-4_3

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

RUN368

-0.08

0.38

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-fe871b40-15_2

clcece2ce(cl)encc2NC(=0)[C@H]3CC(=0)Nc4c3cc(c(c4)F)Cl

RUN3137

-0.08

0.16
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DAR-DIA-9e4459de-15 5

NN
5

HN ¢]
N

O

EDJ-MED-40433386-3_1

Iz
)

o

/

JOH-UNI-6fede743-5_1

LON-WEI-4d77710c-49 1

NN
P/

HN (0]
H loo
R\
O 0 o)
(o]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-9e4459de-15_5

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

RUN1447

-0.07

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-40433386-3_1

cleee2c(cl)encc2NC(=0)[C@@]3(CCOc4c3ec(ce4)Cl)CNC(=0)[C@@]5(CCSC5)0

RUN2552

-0.07

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-UNI-6fede743-5_1

clce(cc(c1)Cl)CC(=0)Nc2c3cc(cee3enc2C(F)F)F

RUN1171

-0.07

0.47

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LON-WEI-4d77710c-49_1

Cnlcc(c2ccecec2c1=0)NC(=0O)NCc3cccen3

RUN238

-0.07

0.38
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BEN-DND-11faade0O-1 2

<L
)
ALF-EVA-a24ccice-2 2
7 SN
o
DAR-DIA-0587064e-20 2
7 N
0

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

BEN-DND-11faade0-1_2

clcece2ce(cl)encc2NC(=0)[C@H]3CNS(=0)(=0)c4c3ccccd

RUNS075

-0.07

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-9e38{d34-4_2

C[C@]1(c2cc(c(cc2NC1=0)CI)Cl)C(=O)Nc3cncc4c3cececd

RUN2350

-0.06

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALF-EVA-a24cc7ce-2_2

CN(clcncc2cleccc2)C(=0)[C@H]3COc4c3cc(ccd)Cl

RUN4956

-0.06

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0587064e-20_2

clece(ce1)CCOc2ec(ce3c20CC[C@H]3C(=0)Ncdence5cdccec5)Cl

RUN3378

-0.06

0.24
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ALP-POS-6747fa38-1_1

(o]

HN o
“
\N ;oé :

NAU-LAT-0543f7f2-10_1

o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-6747fa38-1_1

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

RUN188

-0.06

0.10

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-balac7b9-17_2

Cnlcenc1CN(C2CC2)C(=0)C[C@]3(CCOc4c3cc(ced)Cl)C(=0)Ne5encebeseeeet

RUN2689

-0.05

0.08

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

NAU-LAT-0543f7f2-10_1

CC(=0)NCCOclcc(cc2c10CC[C@@H]2C(=0)Nc3enccdc3cccc4)Cl

RUNG59

-0.05

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-f702bflc-8 1

clcce2c(c1)encc2N3C(=0)[C@@]4(CCOc5c4ce(ce5)CN(C3=0)CCeb[nH]ncn6

RUN2322

-0.05

0.28
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EDJ-MED-f893e2al-7 1
7 N

g

HN O

Ir=z
—
\=

MIC-UNK-bcd487e9-5 1

W

DAR-DIA-Ocdel4eb-54 1
NN
~Z

HN O
&

ALP-POS-7c6e02c7-1 1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-f893e2al-7_1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)C[NH2+]Ce5c[nH]c(=0)o5

RUN3206

-0.03

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-bcd487e9-5_1

clccc2c(cl)encc2NC(=0O)N(Cc3ccco3)cdccec(c4)Cl

RUNS591

-0.02

0.39

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-Ocdel4eb-54_1

clccc2c(cl)encc2NC(=0)Ne3ccec(c3)C4(CC4)CHN

RUN19

-0.02

0.09

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-7c6e02c7-1_1

CN(C)clenc(ncl)N(Cc2cce(c(c2)Cl)Cl)C(=0)Cc3cnccdc3cececd

RUN3099

-0.02

0.42
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ALP-POS-5bb456a5-1_13

DAR-DIA-5ff57136-7_1

ZT

L) =

H.N

)...

(¢]
H

ALF-EVA-5b152d2f-7_1

NN
e
HNYo

MAT-POS-ec6d90b7-2_1

7 IN
N
HN 0

\ "
/llu

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

dDDG (kcal/mol):

ALP-POS-5bb456a5-1 13

RUN2417

-0.02

0.25

CID:

SMILES:
RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-5ff57136-7_1

C=CC(=0O)N(clcncc2clceecc2)C(=0)C3=CCOc4c3cc(ccd)Cl

RUN1376

-0.02

0.24

CID:

SMILES:
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

ALF-EVA-5b152d2f-7_1

clec2encce(c2cc1C3CCC3)NC(=0)[C@@H]4CCOc5c4cc(ce5)Cl

RUN2361
-0.02

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-ec6d90b7-2_1

clccec2c(cl)encc2N3C(=0)[C@]4(CCOc5c4cc(ce5)Cl)OC3=0

RUN4452
-0.02

0.45
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N\
5

HN

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

(¢}

o

OlNH

o: * p
/o

EDG-MED-90036822-22_1

7

N
o=- NH

N

Iz
5

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-2905de8c-1_1

clcce2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)[NH3+]

RUN2225

-0.02

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-22_1

CIC@@](CCC(=0)N[C@]1(CCOc2c1ce(cc2)ClC(=0)Ne3encedc3ecced)(CINH3+)OCCO

RUN1691

-0.02

0.46

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ED_-GRI-5b13fbe2-54 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3ec(ced)COCCTN5E(c(nS)CINH3+)C(F)F

RUN1599

-0.02

0.41

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-dc2604c4-3_3

cleec2c(c1)ence2NC(=0)[C@@H]3C[N@](Cc4c3ec(ced)Cl)S(=0)(=0)CC5(CNC5)C#N

RUN4714

-0.01

0.25
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/

N =N

MAK-UNK-c749d764-12_5

’ U
D~

(o}

JOH-SUS-a69c15

DAR-DIA-23e5a6a0-6_2

N N{*
5
HN o } N\ 4
/J

-

9d-2 2

7
N

HN

DAR-DIA-ecdbc7dd-4 2

N

O
“EQ
O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-12_5

clcec2c(cl)ence2NC(=0)C[C@@H]3CCC[C@@H]([C@H]30)CI

RUN954

-0.01

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-23e5a6a0-6_2

clece2e(c1)ence2NC(=0)[C@@H]3CCOcAc3ce(cc4CIC@HISCCCH(INH2+]5)CCCE)CI

RUN412

-0.01

0.41

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-SUS-a69¢159d-2_2

clcece2ce(cl)c(cnc2F)NC(=0)[C@H]3CCOc4c3cc(ccd)Cl

RUN1119

-0.01

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-ecdbc7dd-4_2

clcec2c(c1)encc2NC(=0)[C@]3(CCOc4c3cc(cc4)Cl)C[NH+]5CCCE

RUN2882

-0.01

0.16

- 236 -



