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RUN:
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clccc2ce(cl)encc2NC(=0)[C@H](CC#N)c3ccee(c3)Cl
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clccc2c(cl)encc2NC(=0)[C@H](CCc3ccc(cc3)F)cdccec(cd)Cl
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-1.35
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sprint-9-2021-06-14-x10959-dimer-neutral-unrestrained

BEN-DND-1e24cf73-2_1

JOH-UNI-3fc3434e-5 1
AN
g
Z
MAK-UNK-c749d764-22_6

N

.
(@]

JOH-UNI-50ce7ec3-5 1

F

/Z

.9'
— P

W SN
(@]
(o]

BEN-DND-1e24cf73-2_1

CID:
SMILES: Cclccececln2encc2NC(=0)Ce3ccec(c3)Cl
RUN: RUN1466
DDG (kcal/mol): -1.33
0.13

dDDG (kcal/mol):

JOH-UNI-3fc3434e-5_1

CID:
SMILES: CN(cLence2c1e(cec2)C(=0)CHC)C(=0)Ce3ecce(c3)Cl
RUN: RUN1265
DDG (kcal/mol): -1.32
0.14

dDDG (kcal/mol):

MAK-UNK-c749d764-22_6

CID:
SMILES: CICOHICINHICICaHCCCoICE Joteo
RUN: RUN1187
DDG (kcal/mol): -1.28
0.26

dDDG (kcal/mol):

JOH-UNI-50ce7ec3-5_1

CID:
SMILES: Celoc(necIN(C(=0)Ce2ccce(c2)Cl)S(=0)(=0)C=C)C(F)F
RUN: RUN1309
DDG (kcal/mol): -1.26
0.16

dDDG (kcal/mol):

-16 -



sprint-9-2021-06-14-x10959-dimer-neutral-unrestrained

EDJ-MED-ee07cf00-18_1

(0]
o

N
H
o

MAT-POS-f7918075-4 1

H

Nl
| >=o
s

N

H
Oi NH

PET-UNK-e274cad4-1_1

O; NH

/
7 N\
Ly

EDJ-MED-cf4b0d25-5 2

/”\/N\‘(“‘Q

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee07cf00-18_1

cleee2e(c)ence2NC(=0)[C@@H](c3ccee(c3)CINC(=0)CNACCN(C4=0)C5CC5

RUN1323

-1.23

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-f7918075-4_1

clcc(cc(c1)Cl)CC(=0)Nc2ence3c2[nH]c(=0)[nH]3

RUN998

-1.23

0.08

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-e274cad4-1_1

Cnlc2c(cncc2NC(=0)Cc3cccec(c3)Clenl

RUN1424

-1.20

0.08

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)Ne2ence3c2ecee3

RUN1413

-1.17

0.14

-17 -



sprint-9-2021-06-14-x10959-dimer-neutral-unrestrained

JAG-UCB-a3ef7265-10 1

HN\(§—47/

JOH-UNI-ee5ed7c8-6 2

O

JOH-UNI-a38a7bdd-7_2

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

MIC-UNK-50cce87d-2_1

NN
A

HN (o}

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JAG-UCB-a3ef7265-10_1

Cclnnc(s1)NC(=0O)Cc2cccc(c2F)CI

RUNB839

-1.17

0.10

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

RUN1267

-1.17

0.10

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

RUN1244

-1.16

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-50cce87d-2_1

clcc(ce(cl)ClCC(=0)Nc2encc3c2c(cec3)Cl

RUN1077

-1.15

0.08

-18 -



sprint-9-2021-06-14-x10959-dimer-neutral-unrestrained

MAK-UNK-ffc90da7-3_2

EDJ-MED-ee07cf00-17_2

NN
v

HN o 0 / >N

MAK-UNK-ffc90da7-1_4

Y
y/

HN o
\é

©/Y\ N+/\/\OH
H,

EDJ-MED-ee07cf00-17_1

Y
Z
HN (2° 5 0 / >N

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-ffc90da7-3_2

CC(C)OC[C@H](clcce2ce(cl)encc2NC(=0)Ce3cecc(c3)Cl)[NH2+]C

RUN1081

-1.15

0.10

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee07cf00-17_2

clcee2e(cl)encc2NC(=0)[C@t )NC(=0)Cn4c(=0

RUN1321

-1.11

0.20

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

RUN1133

-1.09

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee07cf00-17_1

clcee2e(cl)ence2NC(=0)[C@@ )NC(=0)Cn4c(=0;

RUN1325

-1.07

0.19

-19 -



JOH-UNI-a38a7bdd-7_4

sprint-9-2021-06-14-x10959-dimer-neutral-unrestrained

/NI o

NS /u"o, .\\\YF

S
(0]

RUB-P0OS-1325a9ea-20 1

8

zZ
T

PET-UNK-f92d7c0c-2_1

e

EDJ-MED-ee07¢f00-16_1

NN
v

HN o
\é

N
H

zZ
T

H
O: ,N O
O
N\I

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

RUN1251

-1.05

0.15

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RUB-POS-1325a9¢ea-20_1

clcec2c(c1)COC[C@@H]2NC(=0)Cc3cccc(c3)Cl

RUN1384

-1.04

0.11

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-f92d7c0c-2_1

clcec2c(c1)COC[C@@H]2NC(=0)Cc3cccc(c3)Cl

RUN1403

-1.02

0.10

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee07cf00-16_1

clece2c(c1)ence2NC(=0)[C@ @H](c3ccee(c3)CI)NC(=0)Cn4cc(c(=0)[nH]c4=0)Cl

RUN1302

-1.00

0.17

-20 -



sprint-9-2021-06-14-x10959-dimer-neutral-unrestrained

MAK-UNK-ffc90da7-6_1

AN
N,, y

HoN*

HO

MAT-POS-bb423b95-8 1

HO

Y
A

O NH

PET-UNK-1320d94d-2_1

NN
v

HN O
o
\—
(0]
N
H
(0]

EDJ-MED-ee07cf00-8_1

Y
2

HNYO o (¢] H o
: Ni _
,U\/ S

N

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-ffc90da7-6_1

C[C@@H](C[NH2+]CCCO)clcec2ence(c2c1)NC(=0)Ce3ccec(c3)Cl

RUN1125

-1.00

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-bb423b95-8 1

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

RUN1001

-0.99

0.08

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-1320d94d-2_1

CNOIC(-OIC@HILCCIC@HIECONIC Ko
RUN1448

-0.98

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee07cf00-8_1

clcee2e(cl)ence2NC(=0)[C@@H](c3ccec(c3)CI)NC(=0)Cndce(c(=0)[nH]c4=0)C#N

RUN1311

-0.96

0.16

-21 -



sprint-9-2021-06-14-x10959-dimer-neutral-unrestrained

PET-UNK-6314f867-3_1

NN
A

II HN (0]
| ;

MAK-UNK-ffc90da7-6_2

AN
v
o NH
HoN* T

PET-UNK-6314f867-2_1

'
N NN
P
oj _NH

HO

PET-UNK-1320d94d-8_1

NN
y
HN (@]
(@]
H
N
(@]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-6314{867-3_1

clcc(ce(cl)ClCC(=0)Nc2encc3c2c(ccc3)CH#N

RUN1417

-0.95

0.10

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

RUN1146

-0.95

0.12

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-6314f867-2_1

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

RUN1415

-0.92

0.08

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-1320d94d-8_1

@@H)(04)

RUN1440

-0.91

0.18

-22 -



MIC-UNK-8971c93c-1_1

sprint-9-2021-06-14-x10959-dimer-neutral-unrestrained

H
NS N
| >=o
DS N
H
NH

PET-UNK-1320d94d-5 1

Y
y/

o

MIC-UNK-5a93dd5f-12_5

Y
v

HN

LA

O

-0

ALP-POS-3fc1724e-8 2

O

-

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-8971c93c-1_1

clcc(cc(c1)Cl)CC(=0)Nc2ence3c2[nH]c(=0)[nH]3

RUN957

-0.90

0.07

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-1320d94d-5_1

0)c@@H} ONSCCCs

RUN1452

-0.84

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-5a93dd5f-12_5

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

RUN1179

-0.82

0.16

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

RUN909

-0.79

0.17

-23-



sprint-9-2021-06-14-x10959-dimer-neutral-unrestrained

MAK-UNK-c749d764-6_4

Y
P SMILES:

N\’ RUN:

©/\‘/\ NN o DDG (kcal/mol):

dDDG (kcal/mol):

CID:

MAK-UNK-c749d764-6_4

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

RUN1199

-0.78

0.16

EDJ-MED-ee07cf00-6_3

SMILES:
RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

EDJ-MED-ee07cf00-6_3

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

RUN1313

-0.78

0.15

EDJ-MED-ee07cf00-6_2

EDJ-MED-ee07cf00-6_2

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

RUN1306

-0.76

0.16

CID:
NN
Z SMILES:
j, . RUN:
DDG (kcal/mol):
7/ n
/N’ dDDG (kcal/mol):
PET-UNK-f92d7c0c-1_1 cIb:
(@]
O SMILES:
K\
RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-f92d7c0Oc-1_1

clec(ce(cl)CHCC(=0)N[C@@H]2CCCOC2

RUN1412

-0.76

0.10

-24 -



sprint-9-2021-06-14-x10959-dimer-neutral-unrestrained

PET-UNK-1320d94d-22 1
AN
Z

HN

PET-UNK-8df914d1-5 1

BAR-COM-ebf5acce-11 1

(0]
O

N '000
L
o
’

N
(AL L
S
N o
OH

EDJ-MED-ee07cf00-12_1

4
77\

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;

RUN1455

-0.75

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-8df914d1-5_1

clcc(cc(cl)ClCC(=0)Nc2cncn2C3CC3

RUN955

-0.74

0.09

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

BAR-COM-ebf5acce-11_1

CclcenccIN(C[C@@]2(CCOC2)0)C(=0)Cc3ccec(c3)Cl

RUN801

-0.71

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee07cf00-12_1

clccc2ce(cl)encc2NC(=0)[C ,

I)NC(=0)CO (=O)N

RUN1326

-0.69

0.14




sprint-9-2021-06-14-x10959-dimer-neutral-unrestrained

JOH-UNI-50ce7ec3-1 1

S

Y
2
(0]
o Ny /7
I O"t

BEN-DND-1e24cf73-4_1

e
o

MIC-UNK-5a93dd5f-3_4

N
Z
HN 0
|
Ej\ fN*
H
l%

PET-UNK-1320d94d-1_1

@f*m

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-UNI-50ce7ec3-1_1

C=CS(=0)(=0)N(clcncc2clceec2)C(=0)Cc3ccec(c3)Cl

RUN1296

-0.69

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

BEN-DND-1e24cf73-4_1

COclccceccln2cencc2NC(=0)Cc3ccec(c3)Cl

RUN1468

-0.67

0.12

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-5a93dd5f-3_4

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

RUN1105

-0.66

0.15

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-1320d94d-1_1

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

RUN1438

-0.65

0.17

- 26 -



sprint-9-2021-06-14-x10959-dimer-neutral-unrestrained

JAN-GHE-5a013bed-5 1

N
N

0 N

/
;:: LN
H

ALP-POS-95b75b4d-6_1

N
»!
Z
NH
OH

NH

JOH-UNI-3fc3434e-3_1

vgd

SAM-UNK-2684b532-1 2

N
7 I o)
\ /u"o
),

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JAN-GHE-5a013bed-5_1

clcc(ce(cl)ClCC(=0O)Nn2cnnc2

RUN798

-0.64

0.13

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-95b75b4d-6_1

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

RUN777

-0.62

0.09

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-UNI-3fc3434e-3_1

clce(ce(c1)Cl)CC(=0)Nc2encc3c2c(ccc3)CC(F)(F)F

RUN1272

-0.61

0.11

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

SAM-UNK-2684b532-1_2

CclcenccINC(=0)[C@H](c2ccecc2)c3ccec(c3)Cl

RUNB868

-0.60

0.13

-27 -



sprint-9-2021-06-14-x10959-dimer-neutral-unrestrained

MIC-UNK-d36ab305-1 1
NN

Z

oL

MIC-UNK-5a93dd5f-3_9

ADA-UNI-f8e79267-7_2

(@]
N\

HNS 8

PET-UNK-e44ffd04-1_1

\
D

/
{

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-d36ab305-1_1

CC(=0)Nclcce(cel)[C@@H](c2cece(c2)Cl)C(=0)Ne3encc4c3ceccd

RUN975

-0.60

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-5a93dd5f-3_9

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

RUN1131

-0.57

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ADA-UNI-f8e79267-7_2

CS(=0)(=0)NCCO[C@H](clccee(cl)Cl)C(=0)Nc2ccenc2

RUN743

-0.56

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-e44ffd04-1_1

clcen2c¢(cl)nnc2NC(=0)Cc3ccec(c3)Cl

RUN1048

-0.56

0.09

-28-



sprint-9-2021-06-14-x10959-dimer-neutral-unrestrained

NAU-LAT-2fed8305-1_1

AN
2

HN O

EDJ-MED-cf4b0d25-3 2

Y
v

HN (¢]
O
NJ,"
H
o

DAR-DIA-076fb6ea-14 1

iy
O

JOH-UNI-ee5ed7c8-12 1
NS I Oj
\ N
N\/L
/ ¢}

o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

NAU-LAT-2fed8305-1_1

CC(C)(clccece(cl)Cl)C(=0)Nc2ence3c2ccce3

RUN1189

-0.55

0.10

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

RUN1335

-0.55

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-076fb6ea-14 1

CclcenccIN(C(=0)Cc2ccce(c2)Cl)C(=0)/C=C/C[NH+]3CCCCC3

RUN1242

-0.53

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-UNI-ee5ed7c8-12_1

CN(clcncc2c1N(CCO2)C(=0)C#C)C(=0)Cc3ccee(c3)Cl

RUN1269

-0.50

0.09

-29-



sprint-9-2021-06-14-x10959-dimer-neutral-unrestrained

MIC-UNK-67d4a29a-1_1
MIC-UNK-13557a72-1_2

JAN-GHE-83b26¢c96-8 2

N
- | o) [
\ J”l
QJ\H .

PET-UNK-1320d94d-7_1
Y

Z

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-67d4a29a-1_1

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

RUN1180

-0.49

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-13557a72-1_2

clec(ce(c1)Cl)CC(=0)N[C@H]2C[NH+]3CCC2CC3

RUN1009

-0.48

0.11

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JAN-GHE-83b26c96-8 2

CCC[C@H](clccee(cl)CC(=0)Nc2encec2C

RUN761

-0.47

0.12

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-1320d94d-7_1

0)[C@@HI4C] ONsCCCCs

RUN1441

-0.47

0.16

-30 -



sprint-9-2021-06-14-x10959-dimer-neutral-unrestrained

MAK-UNK-f203ch68-12_1

RUB-P0OS-1325a9%ea-3 1

N

N
Z

NN
A

HN

MIC-UNK-5a93dd5f-3_3

NN
Z

HN o
\é

TRY-UNI-9f475305-8 2

0]
N

\ /

HN

ZT
3

o

I

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-f203cb68-12_1

Cclec(nccINC(=0)[C@@H](C)c2ccec(c2)Cl)c3eence3NC(=0)C

RUN852

-0.46

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RUB-POS-1325a9ea-3_1

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

RUN1361

-0.46

0.05

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

RUN1115

-0.46

0.21

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

RUNBS830

-0.46

0.16

-31-



sprint-9-2021-06-14-x10959-dimer-neutral-unrestrained

MIC-UNK-50cce87d-3 1
77 N

N

HN (o}

JAN-GHE-83b26¢96-7_2

BN
)
HN
/"" o
| A
Z

N
EDJ-MED-c8e7a002-2_1

N
—\
NH
=~
\O/©:(
NH
Oi

EDJ-MED-ee07cf00-12_2

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-50cce87d-3_1

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

RUN1074

-0.44

0.05

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JAN-GHE-83b26¢96-7_2

Cclc(cnen1)NC(=0O)[C@H](c2ccec(c2)Cl)C(C)C

RUN765

-0.44

0.11

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-c8e7a002-2_1

COclccc2e(cl)e(n[nH]2)NC(=0O)Cc3ccee(c3)Cl

RUN1030

-0.43

0.14

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

RUN1329

-0.42

0.17




sprint-9-2021-06-14-x10959-dimer-neutral-unrestrained

EDJ-MED-ee07¢f00-13_2
7 N

N

sppess

MIC-UNK-5a93dd5f-3_8
Y
s

HN (6]

ZT
3

EDJ-MED-c8e7a002-13 1
=\
~

Iz

ALP-POS-90e38439-3_2

H
N

e

S
N\
H

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;

RUN1318

-0.42

0.13

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-5a93dd5f-3_8

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

RUN1126

-0.38

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-c8e7a002-13_1

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

RUN1047

-0.37

0.09

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-90e38439-3_2

clcc(ce(cl)CCC(=0)N[C@H]2CC(=0)NC2

RUN990

-0.37

0.13

-33-



sprint-9-2021-06-14-x10959-dimer-neutral-unrestrained

VLA-UNK-9a7dc93f-7_1

7 IN
\
HN 0
0
|

MIC-UNK-5a93dd5f-3_1

Y

PET-UNK-158bee2a-2_1

HN N

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-9a7dc93f-7_1

CO[C@@H](clccee(cl)Cl)C(=0)Nc2encc3c2cccc3

RUN1301

-0.34

0.09

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

RUN1123

-0.34

0.20

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;

RUN1119

-0.33

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-158bee2a-2_1

clcc(cc(cl)ClCC(=0)Nc2cens2

RUN1430

-0.33

0.08

-34-



sprint-9-2021-06-14-x10959-dimer-neutral-unrestrained

RUB-POS-1325a9¢ea-20_2

5
4

EDG-MED-0da5ad92-18 1

N NH
(K
N
NH
0

AGN-NEW-c7b24fe3-4_1

59
&

PET-UNK-b38839dc-1_1

\O

Y
A
oj _NH

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RUB-POS-1325a9¢ea-20_2

clccc2c(c1)COC[C@H]2NC(=0)Cc3ccec(c3)Cl

RUN1386

-0.33

0.10

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-0da5ad92-18 1

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

RUN818

-0.32

0.09

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

AGN-NEW-c7b24fe3-4_1

clcc(ce(cl)ClCC(=0)Nc2cecenc2C#N

RUN748

-0.32

0.09

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-b38839dc-1_1

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

RUN1457

-0.31

0.09

-35-



sprint-9-2021-06-14-x10959-dimer-neutral-unrestrained

ADA-UCB-6c2cbh422-11 1

(0]

ZT

MAK-UNK-c749d764-22_ 5
7 N

N

HN 0
N

EDJ-MED-cf4b0d25-1 1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ADA-UCB-6c2cb422-11_1

COclcceecc1CO[C@@H](c2ccee(c2)Cl)C(=0)Ne3cc(=0)[nH]c4c3ccecd

RUN892

-0.29

0.18

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;

RUN1212

-0.28

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JAN-GHE-5a013bed-3_1

clccc2e(cl)c(=0)n(cn2)NC(=0)Cc3ccec(c3)Cl

RUN780

-0.27

0.10

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

RUN1406

-0.25

0.17

-36 -



sprint-9-2021-06-14-x10959-dimer-neutral-unrestrained

JAN-GHE-5a013bed-9 1

SMILES:

N
o \\l
| RUN:
N
H DDG (kcal/mol):

dDDG (kcal/mol):

CID:

JAN-GHE-5a013bed-9_1

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

RUN790

-0.22

0.08

MIC-UNK-5a93dd5f-1_1

CID:
7 N
N I SMILES:
"\’ RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-5a93dd5f-1_1

clecc2c(cl)ence2NC(=0)[C@@H](c3ccec(c3)Cl)[NH+]4C[C@H]5CCC[C@H]5C4

RUN1096

-0.21

0.18

MAK-UNK-c749d764-22_7

CID:
Y
~ SMILES:
M\’ RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-22_7

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

RUN1216

-0.21

0.28

JIN-POS-6dc588a4-10_1

CID:
SMILES:
RUN:
HN (o]
N DDG (kcal/mol):
E\ A
NG dDDG (kcal/mol);

JIN-POS-6dc588a4-10_1

clce(cc(cl)ClCC(=0)Nc2enec3c2neen3

RUN1350

-0.20

0.07

-37-



sprint-9-2021-06-14-x10959-dimer-neutral-unrestrained

MAK-UNK-ffc90da7-4_8

VLA-UNK-411a133b-2_1

EDJ-MED-c8e7a002-4 1

HN
N
\ \

I NH

IV

JOH-UNI-3fc3434e-2_1

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)

RUN1112

-0.20

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-411a133b-2_1

Cnlc(nnn1l)NC(=0)Cc2cccc(c2)Cl

RUN1401

-0.20

0.10

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-c8e7a002-4_1

Cclcen2cennc2cINC(=0)Cc3ccec(c3)Cl

RUN1040

-0.19

0.10

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-UNI-3fc3434e-2_1

clec(ce(c1)Cl)CC(=0)Nc2ence3c2c(cce3)C(=0)/C=C/C#N

RUN1273

-0.16

0.14

-38 -
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PET-UNK-158bee2a-4 1

HN\(\ SN

\_J

JOH-UNI-6fede743-5_1

77 SN
S I F
F
oj NH F

MIC-UNK-50cce87d-1_1

NN
A
F HN o

MIC-UNK-42806bd5-2_2

H
N

e

S
N\
H

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-158bee2a-4_1

clcc(ce(cl)ClCC(=0)Nc2ncns2

RUN1434

-0.16

0.09

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

RUN1194

-0.15

0.13

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-50cce87d-1_1

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

RUN1079

-0.15

0.07

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-42806bd5-2_2

clcc(ce(cl)CCC(=0)N[C@H]2CC(=0)NC2

RUN911

-0.14

0.14

-39 -
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MIC-UNK-5a93dd5f-12_3

Y
v

HNVO

RUB-POS-1325a9%ea-13 1

HN (@]
N
| T ™
N 22 N/

EDG-MED-0da5ad92-14 1

N

N

~Z

NH

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

RUN1178

-0.13

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RUB-POS-1325a9¢ea-13_1

clcc(ce(cl)Cl)CC(=0)Nc2encc3c2en[nH]3

RUN1365

-0.12

0.08

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-bbe8d7ff-1_1

CclcencclN(CC=0)C(=0)Cc2cccc(c2)Cl

RUNB885

-0.10

0.09

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-0da5ad92-14 1

Cclc(ccenl)NC(=0)Cc2cccc(c2)Cl

RUNB812

-0.09

0.09




sprint-9-2021-06-14-x10959-dimer-neutral-unrestrained

MIC-UNK-8373f97b-4 1

H

zZT

I
~\V*
I

DAR-DIA-076fb6ea-13 1

O e

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-8373f97b-4_1

clee(co(c1)CHCC(=0)N[C@ @H2[C@@H]3CCCCC@@H]NC2=0

RUN960

-0.09

0.13

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-076fb6ea-13 1

CclcencelN(C(=0)Cc2ccce(c2)Cl)C(=0)/C=C/C[NH+](C)C

RUN1243

-0.09

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-f4e47ebd-2_1

COclcc2encc(c2cnl1)NC(=0)Cc3ccec(c3)Cl

RUN1422

-0.08

0.09

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-7574fcc6-1_1

clcc(ce(cl)ClCC(=0)Nc2encc3c2c(cc(c3)F)F

RUN1427

-0.08

0.07

-41 -



ALP-POS-8b8a49el-5 2

@)
: S> N
N\
H

PET-UNK-blef24dc-3_1

sprint-9-2021-06-14-x10959-dimer-neutral-unrestrained

H
N

Oi ,NH

ALP-POS-ddb41b15-9 1

JOH-UNI-ee5ed7c8-3 1

n

ZA 2T

AN
A

0]

\

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-8b8a49el-5_2

clcc(ce(cl)CCC(=0)N[C@H]2CC(=0)NC2

RUN1021

-0.07

0.13

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-blef24dc-3_1

clcc(cc(cl)ClCC(=0)Nc2cnec3c2cno3

RUN1425

-0.06

0.08

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ddb41b15-9_1

COclccee(cl)[C@@H](c2[nH]c3ccece3n2)NC(=0)Cedccec(c4)Cl

RUN929

-0.06

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-UNI-ee5ed7c8-3_1

clce(ce(c1)Cl)CC(=0)Nc2encc3c2c(cce3)CC(F)(F)F

RUN1253

-0.06

0.12

-42 -
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EDG-MED-0da5ad92-5 2

N
Q 0 OH
/ /u”o E
N o
H

SAM-UNK-2684b532-5_2

N
NS
N
H
F F

PET-UNK-f92d7c0c-9 1

o

JAN-GHE-f4ca5a00-16 1
N\N
i
HN/

(0]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-0da5ad92-5_2

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

RUNB816

-0.04

0.11

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

SAM-UNK-2684b532-5_2

C[C@H](clccee(cl)ClC(=0O)Nc2enccc2C(F)F

RUN872

-0.03

0.10

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-f92d7c0c-9_1

CN([C@@H]1COCc2clccecc2)C(=0)Cc3ccec(c3)Cl

RUN1416

-0.02

0.13

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JAN-GHE-f4ca5a00-16_1

clcc(ce(cl)ClHCC(=0)Nn2cnnc2C3CC3

RUNB893

-0.02

0.11

-43 -
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NAU-LAT-a5c7d7cb-12_1

H

N
o)
N
N \N/
MIC-UNK-b12b7f76-2_1

N*

Tltee

NAU-LAT-a5c7d7cb-12_1

CID:
SMILES: clcen2¢(c1)nnc2NC(=0)Cc3ccec(c3)Cl
RUN: RUN1070
DDG (kcal/mol): -0.01
dDDG (kcal/mol): 0.08
CID: MIC-UNK-b12b7f76-2_1
SMILES: clec(ce(c1)C)CO(=0)NC23CIC@HIUCIC@@HI(C2ICINHA(CACS
RUN: RUN1020
DDG (kcal/mol): -0.01
dDDG (kcal/mol): 0.13

- 44 -



