sprint-10-2021-07-26-x10959-dimer-neutral-unrestrained
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AN
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P
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PET-UNK-12d8d43f-2_1

Y
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CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-56cf811e-1_1

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

RUN1308

-6.36

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

TRY-UNI-9f475305-8_1

Cclcc(nol)CN(C(=0)[C@@H](C)c2ccee(c2)Cl)C(=0)NC3CC3

RUNB886

-6.06

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

TRY-UNI-9f475305-8_2

Cclcc(nol)CN(C(=0)[C@H](C)c2ccec(c2)Cl)C(=0)NC3CC3

RUN891

-5.84

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-12d8d43f-2_1

COC(=0O)N(clcncc2clcecc2)C(=0)Cc3ccec(c3)Cl

RUN1317

-5.13

0.16




sprint-10-2021-07-26-x10959-dimer-neutral-unrestrained

JOH-UNI-a38a7bdd-7_2

z T
E
N N/u"o, )<
F
(0]

MAT-POS-bfb445d4-2_1

EDJ-MED-ee07¢f00-13_2

Y
y/

spe

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-UNI-a38a7bdd-7_2

CcleenccIN(C(=0)Cc2ccee(c2)Cl)C(=0)[C@H]3C[C@@H]3C(F)(F)F

RUN1300

-3.91

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-bfb445d4-2_1

clccec2e(cl)nnn2NC(=0)Cc3ccec(c3)Cl

RUN1077

-3.87

0.11

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-UNI-a38a7bdd-7_3

CcleenccIN(C(=0)Cc2ccee(c2)Cl)C(=0)[C@@H]3C[C@H]3C(F)(F)F

RUN1312

-3.31

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee07cf00-13_2

Cclnc2n(n1)C[C@@H](CC2)C(=O)N[C@F 1)C(=0;

RUN1393

-3.17

0.20

2.



sprint-10-2021-07-26-x10959-dimer-neutral-unrestrained

EDJ-MED-c8e7a002-17_1
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H

Cr
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Oll
zT
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CID:

SMILES:
RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-c8e7a002-17_1
clec(ce(c1)ClCC(=0)Ne2e3n[nH]c(=0)n3cnc2Cl
RUN1110
-2.96

0.10

CID:

SMILES:
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

BAR-COM-0f94fc3d-24_1
clccc2c(cl)ncn2NC(=0)C(c3ccec(c3)Cl)(F)F
RUN920
-2.80

0.11

CID:

SMILES:
RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-5a93dd5f-12_7
CLecE2o(eTneeZNC(=0ICOHIE3ccoo(e3ICHNGHCCICHICHINHFISCCCCCS
RUN1238
-2.59

0.13

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

dDDG (kcal/mol):

JAN-GHE-5a013bed-2_1
clccec2e(cl)nen2NC(=0)Cc3ccec(c3)Cl
RUNB851

-2.39

0.10

-3-



sprint-10-2021-07-26-x10959-dimer-neutral-unrestrained

EDJ-MED-ee07cf00-9 2

SMILES:

"N o =t RUN:
R |
N/IK/N\N
H DDG (kcal/mol):

dDDG (kcal/mol):

CID:

EDJ-MED-ee07cf00-9_2

C(=O)N[C@* 1)C(=0,

RUN1377

-2.30

0.24

EDJ-MED-c8e7a002-8 1

EDJ-MED-c8e7a002-8_1

clce(cc(cl)ClCC(=0)Nc2c3nnnn3cnc2Cl

RUN1100

-2.28

0.13

CID:
SMILES:
RUN:
HN (@]
DDG (kcal/mol):
7 /N\
N
NVN\N/ dDDG (kcal/mol):
JAN-GHE-83b26c96-7_1 cp.
N
7
\II SMILES:
X N
RUN:

DDG (kcal/mol):

HN
E |

dDDG (kcal/mol):

JAN-GHE-83b26c96-7_1

Cclc(cnen1)NC(=O)[C@@H](c2ccec(c2)Cl)C(C)C

RUN819

-2.27

0.16

MIC-UNK-c66144ch-3_2

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

dDDG (kcal/mol):

CID:

MIC-UNK-c66144cb-3_2

clccc2c(cl)encc2NC(=0)[C@H](CCC3CCCCC3)c4ccec(c4)Cl

RUN1020

-2.26

0.23

-4 -
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RUB-P0OS-1325a9%¢ea-18 1

Y
v
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7 N

N
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Y N
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EDJ-MED-c8e7a002-1 1
|

o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RUB-POS-1325a9¢ea-18_1

clccc2c(cl)enc(c2NC(=0)Cc3ccec(c3)ClF

RUN1473

-2.26

0.03

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-1320d94d-9_1

0)c@@H} ONSCCCCs

RUN1536

-2.10

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-8293a91a-7_1

RUN1569

-2.08

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-c8e7a002-1_1

COclccc2c(cl)onc2NC(=0)Cc3ccec(c3)Cl

RUN1095

-2.07

0.13

-5-
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MAT-POS-8293a91a-6_1
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]
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ALP-POS-3b848b35-4_2

EDJ-MED-076d6e64-1 1

&

/ /\
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PET-UNK-ac320b15-7_1

Iz

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-8293a91a-6_1

INC(=0)[C@@HIACC] ONSCCCCs

RUN1578

-2.04

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-3b848b35-4_2

clccec2c(cl)encc2NC(=0)[C@H](CCC3CCCCC3)c4ccec(c4)Cl

RUN993

-2.02

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-076d6e64-1_1

clecc(ce(cl)ClCC(=0)Nc2cenen3c2nnc3

RUN1512

-1.99

0.10

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-ac320b15-7_1

INC(=0)[C@@HIACC] ONSCCCCs

RUN1556

-1.99

0.20

-6 -
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BAR-COM-ebf5acce-14 1

JAN-GHE-f4ca5a00-20 2

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

BAR-COM-ebf5acce-14 1

CclcenccIN(CCn2ccen2)C(=0)Cc3ccec(c3)Cl

RUNB861

-1.98

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee07cf00-6_3

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

RUN1383

-1.97

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JAN-GHE-5a013bed-9_1

clcc(ce(cl)ClCC(=0)Nc2enenc2

RUNB848

-1.96

0.12

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JAN-GHE-f4ca5a00-20_2

CCCC[C@H](clccee(cl)Cl)C(=0)Nn2c(cnn2)C3CC3

RUN1001

-1.95

0.15

-7-
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MIC-UNK-5a93dd5f-3_1

JOH-UNI-a38a7bdd-7_4
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CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-5a93dd5f-3_1

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

RUN1189

-1.92

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-d36ab305-4_2

CN(C)clcee(cecl)[C@H](c2ccee(c2)Cl)C(=0)Nc3enccdc3ceecd

RUN1043

-1.91

0.15

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-1320d94d-21_1

CN(C)C(=0)[C@H]1CCIC@H](01)C(=O)N(C)[C@* )C(=0;
RUN1531
-1.89
0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-UNI-a38a7bdd-7_4

CclcenccIN(C(=0)Ce2ccec(c2)Cl)C(=0)[C@H]3C[C@H]3C(F)(F)F

RUN1314

-1.87

0.18

-8-
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CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-5a93dd5f-12_1

cleec2e(c1)ence2NC(=0)[C@@H](c3ccec(c3)Cl)N@@14CC[C@ @H](C4)[NH+]5CCCCC5

RUN1234

-1.87

0.15

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-cf4b0d25-3 1

clecc2ce(cl)ence2NC(=0)[C@@H](c3ccec(c3)CI)NC(=0)[C@@H]4CCCO4

RUN1426

-1.85

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JAN-GHE-f4ca5a00-18_2

CCCC[C@H](clccee(cl)Cl)C(=0)Nn2cncc2C3CC3

RUN1000

-1.84

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-dc1d9354-1_1

clccc2c(cl)[nH]c(=0)n2NC(=0)Cc3ccec(c3)Cl

RUN1483

-1.83

0.14

-9-
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EDJ-MED-ee07¢f00-15_1

I
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O
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MIC-UNK-c66144cb-1 2
Y

MAT-POS-a13804f0-1 3

Y
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spees

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee07cf00-15_1

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

RUN1398

-1.80

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee07cf00-11_5

INC(=0)[C@@HIACC] O)NsCCCes

RUN1397

-1.80

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-c66144cb-1_2

clccc2c(cl)encc2NC(=0)[C@H](CCc3cccc(c3)F)cdccec(cd)Cl

RUN1047

-1.76

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-a13804f0-1_3

Cclnc2n(n1)C[C@@H](CC2)C(=O)N[C@F 1)C(=0;

RUN1416

-1.75

0.19

-10 -
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MIC-UNK-5a93dd5f-2_2

MAK-UNK-c749d764-22_6

I\N
y/

HN 0
N

PET-UNK-1320d94d-29 1

o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-5a93dd5f-2_2

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

RUN1150

-1.75

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-cf4b0d25-1_1

clece2e(c1)ence2NC(=0)[C@ @H](c3ccee(c3)C)NC(=0)COCC(=0)N4CCCCa

RUN1502

-1.71

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-22_6

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

RUN1253

-1.69

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-1320d94d-29_1

O)lc@@Hy O)NSCCCCs

RUN1542

-1.67

0.21

-11 -
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MIC-UNK-c66144cb-2_2

Q.

&

JAN-GHE-5a013bed-4_1

F

i

N
/
N
H

VLA-UNK-411a133b-1_1

RS

HN\(/\N/N/

N e—

TRY-UNI-9f475305-3_2

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

RUN1044

-1.66

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JAN-GHE-5a013bed-4_1

clcc(ce(cl)ClCC(=0)Nn2cn[nH]c2=0

RUNB865

-1.63

0.12

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-411a133b-1_1

Cnlnc(nn1)NC(=0)Cc2cccc(c2)Cl

RUN1484

-1.61

0.11

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

TRY-UNI-9f475305-3_2

CclcenccINC(=0O)[C@H](c2ccec(c2)Cl)e3nnc(s3)C

RUNB863

-1.59

0.12

-12 -
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EDJ-MED-ee07cf00-6_4

7 |N
N
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z 1
N /u’l,'
N
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N
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N

PET-UNK-1320d94d-1_1

/IN
\

AR

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee07cf00-6_4

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

RUN1382

-1.57

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-cf4b0d25-3_2

clcec2e(cl)encc2NC(=0)[C@H](c3ccee(c3)CINC(=0)[C@@H]4CCCO4

RUN1424

-1.56

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

SAM-UNK-2684b532-3_2

CclcenccINC(=0O)[C@H](c2ccec(c2)Cl)e3nnc(s3)C

RUN944

-1.55

0.12

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-1320d94d-1_1

CN(C)C(=0)[C@H]1CC[C@H](O1)C(=O)N[C@F 1)C(=0!

RUN1526

-1.55

0.20

-13 -
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DAR-DIA-076fb6ea-6_1
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PET-UNK-ac320b15-5_1

N
Z
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N N

Tpsen

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-076fb6ea-6_1

CclcencclN(C#CC#N)C(=0)Cc2ccec(c2)Cl

RUN1263

-1.48

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-9a7dc93f-7_1

CO[C@@H](clccee(cl)Cl)C(=0)Nc2encc3c2ccce3

RUN1380

-1.34

0.05

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-ffc90da7-4_6

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

RUN1192

-1.34

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-ac320b15-5_1

RUN1555

-1.32

0.23

-14 -
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PET-UNK-1320d94d-25_1

EDJ—MED—c8e7a002—13_1
\N
/

EDJ-MED-ee07cf00-12_1

/IN
\

HN o
N

MAT-POS-8293a91a-2 1

T
Saaa <

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-1320d94d-25_1

O)lc@@Hy ONSCCCs

RUN1546

-1.30

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-c8e7a002-13_1

clcc(ce(cl)Cl)CC(=0)Nc2c3c(ccecc3F)[nH]n2

RUN1109

-1.30

0.13

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee07cf00-12_1

clece2e(cl)ence2NC(=0)[C@ @t )NC(=0)CO (=O)N

RUN1409

-1.29

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-8293a91a-2_1

RUN1573

-1.29

0.19

-15 -
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MAK-UNK-ffc90da7-4_8

Y
Z

HN O

OARRS,

JOH-UNI-a38a7bdd-3_1

EDJ-MED-cf4b0d25-5 2

Y
2

HN

3/”\/\/"\/

PET-UNK-1320d94d-5_1

Y
y/

AL

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-ffc90da7-4_8

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

RUN1204

-1.29

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-UNI-a38a7bdd-3_1

CclcenccIN(C(=0)Cc2cccc(c2)Cl)C(=0)C(F)(F)F

RUN1291

-1.28

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-cf4b0d25-5_2

CN(C)C(=0)COCC(=0)N[C@H](clccee(c1)Cl)C(=0)Ne2encc3c2ecee3

RUN1515

-1.28

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-1320d94d-5_1

0)c@@H} ONSCCCs

RUN1532

-1.27

0.20

-16 -



sprint-10-2021-07-26-x10959-dimer-neutral-unrestrained

EDJ-MED-ee07cf00-11_1
X

MAK-UNK-c749d764-6_4

Y
y/

HN o
\é

Q/Y\ N+/\/\OH
H,

PET-UNK-6314f867-3_1

NN
s
HN 0
I ¢

MAT-POS-bb423b95-8 1

HO

Y

O
oj _NH

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee07cf00-11_1

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

RUN1385

-1.26

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-6_4

C[C@H](C[NH2+]CCCO)[C@H](c1ccee(c1)Cl)C(=0)Nc2ence3c2ecce3

RUN1281

-1.26

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-6314{867-3_1

clcc(ce(cl)ClCC(=0)Nc2encc3c2c(cecc3)CH#N

RUN1501

-1.26

0.12

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-bb423b95-8 1

clcc(ce(cl)CCC(=0)Nc2encc3c2cecec(c3)0

RUN1061

-1.25

0.12

-17 -



sprint-10-2021-07-26-x10959-dimer-neutral-unrestrained

MAK-UNK-ffc90da7-1_4

MIC-UNK-5a93dd5f-3_10

NN

Z
HN o
H

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-ffc90da7-1_4

C[C@H](C[NH2+]CCCO)[C@H](c1ccee(c1)Cl)C(=0)Nc2ence3c2ecce3

RUN1207

-1.25

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-5a93dd5f-3_10

cleec2e(c1)ence2NC(=0)[C@H](c3ccee(c3)Cl)N@@H+]4CC[C@@H]5CCCC[C@H]5C4

RUN1187

-1.25

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee07cf00-14_1

clcec2e(c1)ence2NC(=0)[C@@H](c3ccec(c3)CI)NC(=0)Cn4c(=0)c(=0)n5¢(n4)CCC5

RUN1395

-1.23

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee07cf00-4_4

C[C@H](C(=0)N[C@H](c1ccee(c1)Cl)C(=0)Nc2ence3c2cece3)NC(=0)CACCCa

RUN1411

-1.23

0.23

-18 -



sprint-10-2021-07-26-x10959-dimer-neutral-unrestrained

MIC-UNK-5a93dd5f-3_14

NN
Z
HN i

EDJ-MED-97c1bf5c-2_1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-5a93dd5f-3_14

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

RUN1190

-1.21

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-1320d94d-3_1

RUN1535

-1.21

0.23

CID: EDJ-MED-97c1bf5¢-2_1
SMILES: COclc(c2nnnn2cn1)NC(=0)Cc3ccec(c3)Cl
RUN: RUN1134
HN (0]
I DDG (kcal/mol): -1.21
o N
7 I \
/N
PN dDDG (kcal/mol): 0.13
MAT'POS'al38O4fO'4_1 CID: MAT-POS-a13804f0-4 1
77 N
N I SMILES:
" o RUN: RUN1419
N DDG (kcal/mol): -1.20
dDDG (kcal/mol): 0.22

-19 -



sprint-10-2021-07-26-x10959-dimer-neutral-unrestrained

PET-UNK-5ecbh6237-1_1

RN
~

HN%/N
O

JOH-UNI-ee5ed7c8-6 2

PET-UNK-10339al1d-1_1

Co
P
J,
@I? 9,
}_

7~J

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-5ecb6237-1_1

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

RUN1121

-1.19

0.15

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-UNI-ee5ed7c8-6_2

clccc2ce(cl)encc2NC(=0)[C@H](CC#N)c3ccee(c3)Cl

RUN1334

-1.19

0.10

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee07cf00-2_2

Ccle(c(=0)n2¢c(n1)ccnH]2)CC(=O)N[C@+ 1)C(=0

RUN1366

-1.17

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-10339ald-1_1

N 0)c@@H} ONSCCCCs

RUN1523

-1.16

0.21

-20 -



sprint-10-2021-07-26-x10959-dimer-neutral-unrestrained

EDJ-MED-ee07cf00-3_2

DAR-DIA-076fb6ea-3 1
7 IN
\ (0]
Oj/NNO/

MIC-UNK-5a93dd5f-3_12

AN
2
HN o
| :I + H
A\N

EDJ-MED-ee07cf00-11_3

ZT

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee07cf00-3_2

Cnlc2c(cnl)c(=0)n(cn2)CC(=0)N[C@t 1)C(=0)

RUN1368

-1.15

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-076fb6ea-3_1

COC(=0)/C=C/C(=0O)N(clcncc2clccec2)C(=0)Cc3ceec(c3)Cl

RUN1318

-1.15

0.24

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

RUN1194

-1.14

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee07cf00-11_3

RUN1389

-1.14

0.19

-21 -



sprint-10-2021-07-26-x10959-dimer-neutral-unrestrained

JAN-GHE-83b26c96-15 1

MIC-UNK-d36ab305-1_2

Y
v

HN o
\é

O Qi

MIC-UNK-5a93dd5f-1_2

77 SN

N

HN o
H J
N S
<
N\
H

DAR-DIA-076fb6ea-7_1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JAN-GHE-83b26¢96-15_1

CclcenccIN(C)C(=0)Cc2ccec(c2)Cl

RUNB835

-1.12

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-d36ab305-1_2

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

RUN1041

-1.11

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-5a93dd5f-1_2

clece2e(c1)ence2NC(=0)[C@H](c3ccec(c3)Cl)[NH+]4C[C@H]5CCC[C@H]5C4

RUN1152

-1.11

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-076fb6ea-7_1

CclcenccIN(C(=0)Cc2cccc(c2)Cl)C(=0)C=C=C

RUN1279

-1.10

0.16

-22 -



sprint-10-2021-07-26-x10959-dimer-neutral-unrestrained

JOH-UNI-3fc3434e-7_2

EDJ-MED-ee07cf00-11_7

Y
2

HN o
o

-4
o

EDJ-MED-ee07cf00-9 1

N
Z
HN o
0 ;\I;N

EDJ-MED-ee07cf00-1_2

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-UNI-3fc3434e-7_2

CN(clencc2clcecc2)C(=0)[C@H](CC#N)c3ccee(c3)Cl

RUN1355

-1.06

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee07cf00-11_7

clece2e(c1)ence2NC(=0)[C@@H(c3ccec(c3)CINC(=0)[C@HICCIC@H](O4)C(=0INSCCCCS

RUN1394

-1.06

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee07cf00-9_1

clece(cel C(=O)N[C C(=0)

RUN1376

-1.04

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee07cf00-1_2

Cn1c(=0)cen(c1=0)CC(=0O)N[C@H](c2ccec(c2)Cl)C(=0)Ne3cenccdc3ceecd

RUN1365

-1.03

0.15

-23-



sprint-10-2021-07-26-x10959-dimer-neutral-unrestrained

JIN-POS-6dc588a4-16_1

MIC-UNK-5a93dd5f-3_6

NN
Z
HN io

PET-UNK-6314f867-2_1

'
N NN
P
oj _NH

PET-UNK-b38839dc-2_1

~N

J@Q
Z
o)

oj ,NH

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JIN-POS-6dc588a4-16_1

clcc(ce(cl)ClCC(=0)Nc2c3cencc3on2

RUN1440

-0.99

0.11

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

RUN1169

-0.99

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-6314f867-2_1

clcc(ce(cl)CICC(=0)Nc2encc3c2cecc(c3)CH#N

RUN1499

-0.99

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-b38839dc-2_1

COclcc2c(cclCl)encc2NC(=0)Cc3ccec(c3)Cl

RUN1580

-0.98

0.15

-24 -



sprint-10-2021-07-26-x10959-dimer-neutral-unrestrained

PET-UNK-ac320b15-9 1

Y
2

HN o (j

SameR!

ROB-UNI-daaf9793-3 1

JIN-POS-6dc588a4-17 1

N§/N

PET-UNK-1320d94d-7_1

Y
v

SR

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-ac320b15-9_1

clece2e(c1)ence2NC(=0)[C@@H(c3ceec(c3)CINC(=0)[C@HICCIC@H](O4)C(=0INSCCCCS

RUN1567

-0.98

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ROB-UNI-daaf9793-3_1

clccc2c(cl)ec(cc20)NC(=0)Cc3ccec(c3)Cl

RUN1488

-0.92

0.15

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JIN-POS-6dc588a4-17_1

clecc(ce(cl)ClCC(=0)Nc2cc3ncen3cn2

RUN1449

-0.90

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-1320d94d-7_1

(=0)[C@@HHMC ONsCCCCs

RUN1527

-0.89

0.24

-25-



sprint-10-2021-07-26-x10959-dimer-neutral-unrestrained

MAT-POS-a13804f0-4_2

Y
2
HN 0
o N
N
H
o)

EDJ-MED-ee07¢f00-10_1
7 N

N

HN o
\é

q

EDJ-MED-ee07cf00-4_3

@**rr@

JAN-GHE-f4ca5a00-17_1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-a13804f0-4_2

0)c@@H} ONSCCCCs

RUN1423

-0.84

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee07cf00-10_1

clecc2c(cl)encc2NC(=0)[C@@ )NC(=0)Cn4 4)C(F)(F)F

RUN1381

-0.83

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-e€07cf00-4_3

C[C@@H](C(=0)N[C@H](c1ccee(c1)Cl)C(=0)Ne2enee3c2ccce3)NC(=0)C4CCCa

RUN1408

-0.80

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JAN-GHE-f4ca5a00-17_1

clcc(cc(cl)CHCC(=0)Nn2c(cnn2)C3CC3

RUN958

-0.79

0.12

- 26 -



sprint-10-2021-07-26-x10959-dimer-neutral-unrestrained

MAK-UNK-c749d764-22_8

PET-UNK-1320d94d-30_1

NN
2
HN o
o
A
I

e

EDJ-MED-ee07cf00-5_1

HN o
\é

EDJ-MED-c8e7a002-7_1

I
=4
(@)

N
=
% o
. JJ\/H
N
o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-22_8

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

RUN1273

-0.78

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-1320d94d-30_1

ChC(=C @@H)(04)

RUN1562

-0.77

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee07cf00-5_1

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

RUN1406

-0.74

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-c8e7a002-7_1

clcc(ce(c1)ClCC(=0)Nc2c3nncn3cnc2Cl

RUN1103

-0.74

0.14

-27 -



sprint-10-2021-07-26-x10959-dimer-neutral-unrestrained

MAT-POS-f7918075-3 1

Y
v
oj NH

EDJ-MED-ee07cf00-7_2

(e}
(e} OH
f |
5
k H

N
H

PET-UNK-1320d94d-10_1

Y
2
HN 0 Z >
0 N
o
N o

ADA-UCB-6c2cbh422-11 1

H
N O
oLy
HN O
20
\O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-f7918075-3_1

clcc(ce(cl)Cl)CC(=0)Nc2encc3c2ceen3

RUN1063

-0.73

0.04

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee07cf00-7_2

Ccle(c(=0)cen1CC(=0)N[C@ 1)C(=0; )[O-]

RUN1374

-0.71

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-1320d94d-10_1

RUN1537

-0.69

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ADA-UCB-6c2cb422-11_1

COclcceecc1CO[C@@H](c2ccece(c2)Cl)C(=0)Ne3cc(=0)[nH]c4c3ccecd

RUN957

-0.67

0.24

-28-



sprint-10-2021-07-26-x10959-dimer-neutral-unrestrained

EDJ-MED-cf4b0d25-4_2

PET-UNK-6c2be958-1_1

Y
Z
EDJ-MED-cf4b0d25-1 2

Y
v

SOUNY
@IH 0

PET-UNK-e274cad4-1_1

/
7 N\
Ly

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-cf4b0d25-4_2

CC(=0O)N[C@H](clccec(c1)Cl)C(=0)Nc2encc3c2ccce3

RUN1421

-0.66

0.15

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-6c2be958-1_1

clcec2c(cl)ence2N(C(=0)Cce3ccec(c3)Cl)C(=0)CCl

RUN1327

-0.63

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-cf4b0d25-1_2

clece2c(c1)ence2NC(=0)[C@H](c3ccee(c3)C)NC(=0)COCC(=0)NACCCCA

RUN1504

-0.62

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-e274cad4-1_1

Cnlc2c(cncc2NC(=0)Cc3ccec(c3)Clenl

RUN1509

-0.60

0.12

-29-



sprint-10-2021-07-26-x10959-dimer-neutral-unrestrained

PET-UN K—1320d94d-22 1

@Xw "'0
’: /
\

JOH-UNI-a38a7bdd-1_1

Y
/

(o] N O
F F

ROB-UNI-daaf9793-4 1

H
\\\\\N
@)
@)

MAT-POS-f7918075-7_1

N
" —
(@]
\ -~
(o] NH

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-1320d94d-22_1

CN(C)C(=0)[C@H]1CC[C@H](01)C(=O)N(C)[C H 1)C(=0;

RUN1530

-0.59

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-UNI-a38a7bdd-1_1

clccc2c(cl)encc2N(C(=0)Ce3ccee(c3)Cl)C(=0)C(F)(F)F

RUN1286

-0.57

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ROB-UNI-daaf9793-4_1

clccc2ce(cl)C[C@@H](CC2=0)NC(=0)Cc3cccc(c3)Cl

RUN1489

-0.57

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-f7918075-7_1

clcc(ce(cl)Cl)CC(=0)Nc2ecncc3c2CC(=0)N3

RUN1069

-0.56

0.14

-30 -



sprint-10-2021-07-26-x10959-dimer-neutral-unrestrained

RIT-UNK-fa3975ff-1_2

MAT-POS-8293a91a-7 2

Y
2

HN 0 . (Nj
QIJO A

PET-UNK-ac320b15-6_1

Y
2

HN o

I O
NJ"'
H

o N
MO

JAN-GHE-5a013bed-1_1

HE O
e

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RIT-UNK-fa3975ff-1_2

COclcenc(c1)NC(=O)[C@H](C#N)c2cccce(c2)Cl

RUN1119

-0.56

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-8293a91a-7_2

clece2c(cl)ence2NC(=0)[C@H](c3cecc(c3)C)NC(=0)[C@HIACCIC@H](04)C(=0)NSCCCC5

RUN1584

-0.54

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-ac320b15-6_1

14CCIC@@H](04)C

RUN1564

-0.54

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JAN-GHE-5a013bed-1_1

Cclc(n(nn1)NC(=0)Cc2cccc(c2)ChC

RUN849

-0.53

0.12
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MAT-P0OS-29385ccl-4 1

F

NN
y/

HN O

MIC-UNK-5a93dd5f-3 11
Y
s

HN (6]

-4

EDJ-MED-ee07cf00-12_2

ANV
A

HN O
(@]
/Ik/o
N
H

PET-UNK-8df914d1-1 1

NN
~ 2

NH.

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-29385ccl-4_1

Cclcc(cc2clc(cnc2)NC(=0)Cc3ccec(c3)ClF

RUN1595

-0.53

0.10

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-5a93dd5f-3_11

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

RUN1195

-0.53

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee07cf00-12_2

clecc2e(cl)encc2NC(=0)[C@F )NC(=0)CO (=O)N

RUN1414

-0.50

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-8df914d1-1_1

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

RUN1005

-0.50

0.12
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PET-UNK-12d8d43f-1 1
RN

=

Y

MIC-UNK-5a93dd5f-3 3
Y
s

HN (6]

-4

SAM-UNK-2684b532-3_1

N
N
N
N4
\_

EDJ-MED-cf4b0d25-5 1

Y
2

HN o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-12d8d43f-1_1

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

RUN1309

-0.47

0.13

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-5a93dd5f-3_3

clcee2e(c1)encc2NC(=0)[C@@H](c3ccee(c3)Cl)N@H+]4CC[C@@H]SCCCC[C@@H]5C4

RUN1188

-0.47

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

SAM-UNK-2684b532-3_1

CclcenccINC(=0)[C@@H](c2ccee(c2)Cl)e3nnc(s3)C

RUN939

-0.44

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-cf4b0d25-5 1

CN(C)C(=0)COCC(=0)N[C@@H](c1lccee(c1)Cl)C(=0)Ne2ence3c2ceee3

RUN1525

-0.43

0.18
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TRY-UNI-9f475305-3_1
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N

JIN-POS-6dc588a4-11_1

F
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O
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PET-UNK-1320d94d-27 1
N

N

HN o
N& o
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i D..,(D

MIC-UNK-5a93dd5f-12_5

Y
v

HN o
N

00

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

TRY-UNI-9f475305-3_1

CclcenccINC(=0)[C@@H](c2ccee(c2)Cl)e3nnc(s3)C

RUNB868

-0.41

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JIN-POS-6dc588a4-11_1

clcc(ce(cl)ClCC(=0)Nc2encc3c2cecec(c3)F

RUN1438

-0.40

0.10

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-1320d94d-27_1

O)lc@@HMUC ONSCCCCs

RUN1539

-0.40

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-5a93dd5f-12_5

clcec2c(cl)ence2NC(=0)[C@@H](c3ccec(e3)Cl)[N@ @14CC[C@H](C4)[NH+]5CCCCCs

RUN1244

-0.40

0.16
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ALP-POS-3fc1724e-8 2

Q-

Iz o)
\é

g

PET-UNK-1320d94d-2_1

Y
P
(ffio‘?’
VLA-UCB-05e51b3f-15 1
AN
Z

MIC-UNK-50cce87d-2_1

~
N
HN

N
©]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-3fc1724e-8_2

clcce2c(c1)[nH]e(n2)NC(=0)[C@H](CCC3CCCCC3)cdccec(c4)Cl

RUN970

-0.39

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-1320d94d-2_1

CN(C)C(=0)[C@H]LCCIC@H](O1)C(=O)N[C! 1)C(=0)

RUN1528

-0.39

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-05e51b3f-15_1

clcec2c(cl)ence2N(C(=0)Cc3ccec(c3)Cl)C(=0)CCl

RUN1098

-0.37

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-50cce87d-2_1

clcc(ce(cl)ClCC(=0)Nc2encc3c2c(cee3)Cl

RUN1137

-0.35

0.10
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SAM-UNK-2684b532-1 2

N
I N 0
/ /u"o

PET-UNK-1320d94d-26_1

NN
P

HN (0]

J,
B
O

MAK-UNK-ffc90da7-4 5
Y

EDJ-MED-00c1612e-1_1

NN
~ 2

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

SAM-UNK-2684b532-1_2

CclcenccINC(=0)[C@H](c2cceecc2)c3ccec(c3)Cl

RUN932

-0.34

0.15

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-1320d94d-26_1

ChC(=C @@H)(04)C(=O)NSCCC5

RUN1544

-0.34

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-ffc90da7-4_5

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

RUN1191

-0.32

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-00c1612e-1_1

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

RUN988

-0.31

0.11
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MIC-UNK-5a93dd5f-12_3

Y
v

HNVO

PET-UNK-a692de38-1_1

RUB-POS-1325a9%ea-15 1

7
(LD
N
\

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-5a93dd5f-12_3

clcee2c(c1)ence2NC(=0)[C@@H](c3ccec(c3)Cl)N@J4CC[C@@H](C4)[NH+]5CCCCC5

RUN1242

-0.31

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-a692de38-1_1

clccc2c(cl)ence2N(C(=0)Cc3ccec(c3)CI)NCHN

RUN1144

-0.29

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RUB-POS-1325a9¢ea-15_1

Cnlc2cnce(c2cn1)NC(=0)Cc3ccec(c3)Cl

RUN1476

-0.27

0.13

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-5a93dd5f-2_1

cleec2e(c1)ence2NC(=0)[C@@H](c3ccec(c3)CI)NH+]4C[C@H]SCCCC[C@H]5C4

RUN1151

-0.27

0.22

-37-



sprint-10-2021-07-26-x10959-dimer-neutral-unrestrained

ALP-POS-ddb41b15-9 2

H H

S
/ (0]
N
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EDJ-MED-ee07¢f00-18_2
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QIHJVQM

MAT-POS-29385¢cc1-2 1
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N
G
F
oj NH

MIC-UNK-5a93dd5f-1_5

o

ZT
T

I,"

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ddb41b15-9_2

COclcceee(cl)[C@H](c2[nH]c3cccce3n2)NC(=0)Ceaccec(c4)Cl

RUN981

-0.27

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee07cf00-18_2

clece2c(c1)ence2NC(=0)[C@H](c3ccee(c3)C)NC(=0)CNACCN(C4=0)C5CC5

RUN1407

-0.25

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-29385ccl1-2_1

COclcc2encc(c2cclF)NC(=0)Cc3ccec(c3)Cl

RUN1593

-0.25

0.12

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-5a93dd5f-1_5

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

RUN1159

-0.25

0.24
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EDG-MED-0da5ad92-18 1

N NH,
7 I
N
NH
o

ALP-POS-95b75b4d-6_1

MIC-UNK-5a93dd5f-5_7

Y
2

HN 0
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EDJ-MED-ee07cf00-6_2

N

S
L§/7‘N
I

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-0da5ad92-18 1

Cclcenc(cINC(=0)Cc2ccec(c2)CIN

RUNB876

-0.25

0.08

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-95b75b4d-6_1

clcc(cc(cl)ClCC(=0)Nc2c[nH]cce2=0

RUNBS838

-0.22

0.13

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-5a93dd5f-5_7

CC(=0)N[C@@H]ICCIN@H+](C1)[C@} 1)C(=0]

RUN1210

-0.22

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee07cf00-6_2

Cnlce(en1)C2=NO[C@H](C2)C(=O)N[C: H 1)C(=0;

RUN1379

-0.22

0.21
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MAT-POS-f7918075-5 1

Y
v
oj NH
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PET-UNK-blef24dc-2_1

PET-UNK-f4e47ebd-2_1

!
7 Y7 IN
QAN
Of , NH

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-f7918075-5_1

clcc(ce(cl)Cl)CC(=0)Nc2encc3c2ence3

RUN1068

-0.21

0.02

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-2d450e86-22_1

COclc(cceclCl)CC(=0)Nc2encc3c2ccec3

RUN1353

-0.21

0.10

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-blef24dc-2_1

clcc(cc(cl)ClCC(=0)Nc2encc3c2snc3

RUN1514

-0.21

0.11

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-f4e47ebd-2_1

COclcc2encc(c2cnl)NC(=0)Cc3ccec(c3)Cl

RUN1507

-0.20

0.16
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PET-UNK-f4e47ebd-1_1

NI NY” NN
~, A2
Oi ,NH
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RN
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\/\n/N

O O

MAT-POS-d8472c4f-2_2

NAU-LAT-2fed8305-1_1

AN
2
HN 0

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-f4e47ebd-1_1

COclcc2c(cncc2NC(=0)Cc3ccec(c3)Cl)enl

RUN1506

-0.20

0.13

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

RUN1276

-0.19

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-d8472c4f-2_2

COC(=0)[C@H]1CC[C@H](O1)CINH2+][C@} (=0

RUN1561

-0.16

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

NAU-LAT-2fed8305-1_1

CC(C)(clccece(cl)Cl)C(=0)Nc2ence3c2ccee3

RUN1252

-0.16

0.04
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7 N
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HN
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MIC-UNK-5a93dd5f-2_5
Y

« \

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-UNI-a38a7bdd-2_1

clccc2c(cl)ence2N(CC(F)(F)F)C(=0)Cc3ccee(c3)Cl

RUN1268

-0.16

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-c0609ef7-1_1

clce(ce(c1)Cl)CC(=0)Nc2encc3c2ccc(c3)C(F)F

RUN1594

-0.16

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee07cf00-1_1

Cn1c(=0)cen(c1=0)CC(=0)N[C + )C(=0,

RUN1363

-0.15

0.17

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

RUN1148

-0.13

0.22
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JOH-UNI-3fc3434e-12_1
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EDJ-MED-cf4b0d25-2_1

PET-UNK-1320d94d-6_1

s
oot

MAT-POS-199e2e7¢c-2 1

=z

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-UNI-3fc3434e-12_1

CN(clcncec2c1N(CCO2)C(=0)C#C)C(=0)Cc3ccec(c3)Cl

RUN1343

-0.13

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-cf4b0d25-2_1

NC(=0)[C INH2+] @@H|(04)C(=0)NSCCCCS

RUN1447

-0.13

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-1320d94d-6_1

@@HI(04)C

RUN1540

-0.12

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-199e2e7c-2_1

clcc(ce(cl)CHCC(=0)Nc2c3cen[nH]c3ccn2

RUN1114

-0.10

0.14
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MAT-POS-29385ccl-1 1

F
Y
oj _NH

MIC-UNK-5a93dd5f-9_8

PET-UNK-ac320b15-8 1

Y
2

JAN-GHE-f4ca5a00-14 1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-29385ccl1-1_1

COclcc2c(cclF)encc2NC(=0)Cc3ccec(c3)Cl

RUN1596

-0.09

0.13

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-5a93dd5f-9_8

CN(C)[C@H]1CC[N@H+](C1)[C@H](c2ccee(c2)Cl)C(=0)Nc3enccac3ccccd

RUN1228

-0.09

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-ac320b15-8_1

RUN1559

-0.09

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JAN-GHE-f4ca5a00-14_1

clcc(ce(cl)ClCC(=0)Nn2cncc2C3CC3

RUN956

-0.08

0.11
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MAT-POS-bb423b95-1 1

Y
v

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-5a93dd5f-1_3

cleec2e(c1)ence2NC(=0)[C@@H](c3ccee(e3)CI)[NH+]4C[C@H]SCCC[C@@H]5C4

RUN1157

-0.08

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-076fb6ea-10_2

CclcencclN(C#C[C@H]2CCC[NH2+]2)C(=0)Cc3cccc(c3)Cl

RUN1277

-0.07

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-0da5ad92-1_1

CclcenccIN(C)C(=0)Cc2ccec(c2)Cl

RUNB847

-0.07

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-bb423b95-1_1

clcc(ce(cl)Cl)CC(=0)Nc2encc3c2cenc3

RUN1054

-0.07

0.02

-45 -
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PET-UNK-b38839dc-1_1

SMILES:

DDG (kcal/mol):

F
NN
Oj/”“ RUN:

dDDG (kcal/mol):

CID:

PET-UNK-b38839dc-1_1

COclcc2c(cclF)encc2NC(=0)Cc3ccec(c3)Cl

RUN1568

-0.06

0.13

EDJ-MED-ee07cf00-2_1

NN
g
HN o

NH

SMILES:

RUN:

DDG (kcal/mol):

CID:

EDJ-MED-ee07cf00-2_1

Cclc(c(=0)n2¢(n1)cc[nH]2)CC(=0)N[C 1)C(=0]

RUN1370

-0.05

0.21

\ } dDDG (kcal/mol):
JOH-UNI-3fc3434e-1 1 .
Y
= SMILES:
z ° N RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-UNI-3fc3434e-1_1

C#CC(=0)clccec2clc(cnc2)NC(=0)Cc3ccec(c3)Cl

RUN1322

-0.02

0.16

ABI-SAT-4d06482b-2_1

N SMILES:
0 o’ \l
| RUN:
"N N
H DDG (kcal/mol):

dDDG (kcal/mol):

CID:

ABI-SAT-4d06482b-2_1

Cclc(cncnl)NC(=0)Cc2ccec(c2)Cl

RUN943

-0.01

0.11

-46 -
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JOH-UNI-50ce7ec3-4 1

E

E

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-UNI-50ce7ec3-4_1

clccc2ce(cl)c(cnc2C(F)F)N(C(=0)Cc3ccec(c3)Cl)S(=0)(=0)F

RUN1364

-0.01

0.45

- 47 -



