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

JAN-GHE-5a013bed-2_1

N,H
L

ALP-POS-3b848b35-4_2

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JAN-GHE-5a013bed-2_1

clccc2e(cl)nen2NC(=0)Cc3ccec(c3)Cl

RUNS2

-2.86

0.10

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-3b848b35-4_2

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

RUN194

-2.52

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

SAM-UNK-2684b532-3_2

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

RUN145

-2.41

0.13

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee07cf00-11_7

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

RUNS95

-2.11

0.20

-1-



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

DAR-DIA-076fb6ea-5 1
RN

=

N
/\ﬂ/\©/
Z ©

MIC-UNK-5a93dd5f-12_7

Y
v

.
=z

~&’

=~

PET-UNK-ac320b15-7_1

Q.
.

Y QO
Samen

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-076fb6ea-5_1

clccc2c(cl)encc2N(C#CC#N)C(=0)Cc3ccec(c3)Cl

RUN461

-2.06

0.47

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-5a93dd5f-12_7

clece2e(c1)ence2NC(=0)[C@ @H](c3ccee(c3)Cl)[N@]4CC[C@H](C4)[NH+]5CCCCC5

RUN439

-2.01

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-ac320b15-7_1

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

RUN757

-1.88

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee07cf00-17_1

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

RUNG602

-1.88

0.26

2.



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

MIC-UNK-5a93dd5f-12_1

Y
v

HNVO

MAT-POS-bfb445d4-2_1

NH

IZ\ /Z‘ZI

JAN-GHE-f4ca5a00-20 2

TRY-UNI-9f475305-3_2

z 1
NS N/u'o,
H
N

\—
=

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

RUN435

-1.85

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-bfb445d4-2_1

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

RUN278

-1.81

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

RUN202

-1.76

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

TRY-UNI-9f475305-3_2

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

RUNG64

-1.70

0.14

-3-



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

JAN-GHE-83b26¢96-7_1

3

\ N
HN
e o
“
N

DAR-DIA-076fb6ea-15 1

Xy
S

JAN-GHE-5a013bed-9 1

O
Qi
N

N

Dl

=

RUB-P0OS-1325a9%¢ea-18 1

F

Y
v
oj NH

N

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JAN-GHE-83b26c96-7_1

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

RUN20

-1.68

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-076fb6ea-15 1

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

RUN483

-1.66

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JAN-GHE-5a013bed-9_1

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

RUN49

-1.66

0.13

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RUB-POS-1325a9¢ea-18_1

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

RUNG74

-1.65

0.04




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

EDJ-MED-cf4b0d25-5 2

O

I

EDJ-MED-ee07cf00-12_1

o

Iz

o

e

PET-UNK-ac320b15-5_1

O

Iz

\Eo

<
D)

X

EDJ-MED-ee07cf00-11_1

o

NH.

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

RUN716

-1.64

0.18

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

RUNG610

-1.61

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-ac320b15-5_1

RUN756

-1.57

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee07cf00-11_1

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

RUNS86

-1.55

0.23

-5-
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PET-UNK-1320d94d-

(o}

71

O
N @)
H
N
o

EDJ-MED-ee07cf00-3_2

"\Z

N

N
YC-(\
0 o) N
o =N
N/Ik/
H

JAN-GHE-5a013bed-4_1

H
N

X

N
/
N
H

EDJ-MED-ee07cf00-11_3

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-1320d94d-7_1

(=0)[C@@HHMC ONsCCCCs

RUN728

-1.55

0.21

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)

RUNS69

-1.55

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JAN-GHE-5a013bed-4_1

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

RUNG6

-1.55

0.13

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee07cf00-11_3

RUNS90

-1.50

0.20

-6 -
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PET-UNK-1320d94d-24 1

e
g 5

7N
EDJ-MED-ee07cf00-1_2

PET-UNK-1320d94d-26_1

se
e 5

O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-1320d94d-24_1

14CCIC@@HI(OA)C(

RUN750

-1.26

0.24

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)Nec3cenccdc3ceecd

RUNS66

-1.16

0.16

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;

RUN454

-1.16

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-1320d94d-26_1

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

RUN745

-1.14

0.24

-7-



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

EDJ-MED-ee07¢f00-18_2

CID: EDJ-MED-ee07cf00-18_2
Y
/ SM I L ES clcce2e(cl)ence2NC(=0)[C@H](c3ccce(c3)CI)NC(=0)CNACCN(C4=0)C5CC5
HN o]
RUN: RUN608
O —
/Ik/ ’\r\N ~q
N \\( DDG (kcal/mol): 113
(@]
dDDG (kcal/mol): 0.22
EDJ'MED'eeO7CfOO'4_4 CID: EDJ-MED-ee07cf00-4_4
ANY
/ SM I L ES: C[C@H](C(=0)N[C@H](c1ccee(c1)Cl)C(=0)Nc2ence3c2cece3)NC(=0)CACCCa
"’ o RUN: RUN612
N
NTOY m/D DDG (kcal/mol): -1.13
- o)
dDDG (kcal/mol): 0.21
MAK-UN K-ffc90da7-4_8 CID: MAK-UNK-ffco0da7-4_8
AN
/ SM I L ES C[C@H](C[NH2+]C[C@H]1CCCO1)[C 1)C(=0)
M\’ RUN: RUN405
N DDG (kcal/mol): -1.10
(o]
dDDG (kcal/mol): 0.25
MAT'POS'a138O4fO'1_3 CID: MAT-POS-a13804f0-1_3
AN
/ S M I L ES: Cclnc2n(n1)C[C@@H](CC2)C(=0)N[C 1)C(=0;
"’ o RUN: RUN617
N N\
H \> DDG (kcal/mol): -1.05
Sy
N
dDDG (kcal/mol):

-8-
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JOH-UNI-ee5ed7c8-6 2

Y
2

HN o
\é

EDJ-MED-ee07cf00-2_2

VLA-UNK-411a133b-1_1

PET-UNK-1320d94d-6_1

Y
y/
HN 0
O
: I o
N
H

D

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

RUNS35

-0.98

0.12

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee07cf00-2_2

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

RUNS67

-0.97

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-411a133b-1_1

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

RUNG85

-0.96

0.12

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-1320d94d-6_1

@@HI(O4)C

RUN741

-0.93

0.19

-9-
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JOH-UNI-3fc3434e-6_2

Y
2

HN o
\é

PET-UNK-1320d94d-3_1

MIC-UNK-5a93dd5f-3 11
Y
s

HN O
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MIC-UNK-5a93dd5f-2_3

Y
2

HN O

S geg

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-UNI-3fc3434e-6_2

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

RUNS47

-0.93

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-1320d94d-3_1

RUN736

-0.77

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-5a93dd5f-3_11

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

RUN396

-0.74

0.22

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

RUN356

-0.73

0.22
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EDJ-MED-ee07cf00-11_5

Y
2

HN o
N o

N

I :I H

PET-UNK-ac320b15-8 1

Y
2

TRY-UNI-9f475305-3_1

N
Q\ %@
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N
N\/
N=K

JAN-GHE-5a013bed-1_1

O

N

5l

HE O
e

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee07cf00-11_5

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

RUNS598

-0.70

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-ac320b15-8_1

RUN760

-0.69

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

TRY-UNI-9f475305-3_1

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

RUNG9

-0.68

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JAN-GHE-5a013bed-1_1

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

RUNS0

-0.63

0.11

-11 -
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JOH-UNI-a38a7bdd-8 4

JOH-UNI-a38a7bdd-1_1

Y

v
o N 0
F F

F

PET-UNK-1320d94d-10_1

()

Y
2
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0
o
N o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-UNI-a38a7bdd-8_4

CclcencelN(C[C@H]2C[C@H]2C(F)(F)F)C(=0)Cc3ccce(c3)Cl

RUN486

-0.60

0.15

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-8293a91a-2_1

RUN774

-0.54

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-UNI-a38a7bdd-1_1

clccc2ce(cl)encc2N(C(=0)Ce3ccee(c3)Cl)C(=0)C(F)(F)F

RUN487

-0.51

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-1320d94d-10_1

RUN738

-0.46

0.26

-12 -
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MAK-UNK-ffc90da7-6_1

AN
N,, y

HO

EDJ-MED-ee07cf00-14_2

Y
v

O
HN o Oﬁ)L
(@] N
QXN’U\/N\N/):>
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PET-UNK-bbe8d7ff-1_1

N
Q
N\
N (0]
g)

NAU-LAT-2fed8305-1_1

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

RUN415

-0.43

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee07cf00-14_2

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

RUNG601

-0.41

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-bbe8d7ff-1_1

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

RUN147

-0.40

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

NAU-LAT-2fed8305-1_1

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

RUN453

-0.30

0.04

-13 -
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JAN-GHE-f4ca5a00-18 1

HNAO
|
L7
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H
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Y
v

(0]
HN O
(0]
o N
N
H
O

MAK-UNK-ffc90da7-5_1

NH;
HO
N W
L)
/\m
o j NH

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JAN-GHE-f4ca5a00-18_1

CCCC[C@@H](c1ccee(c1)Cl)C(=0)Nn2cncc2C3CC3

RUN204

-0.28

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee07cf00-17_2

clece2c(cl)encc2NC(=0)[C@t

I)NC(=0)Cndc(=0

RUNG03

-0.24

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-1320d94d-4_1

clecc26(c1)ence2NC(=0)[C@H](c3eeee(c3)CINC(=0)[C@@HJACCIC@ @H](04)C(=O)NSCCOCCS

RUN730

-0.23

0.26

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

RUN362

-0.22

0.18

-14 -
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MAT-POS-c0609ef7-1_1

EDJ-MED-ee07cf00-1_1

Y
v

HN

(0] o l!l (0]
I I
kNJ
N
H

MIC-UNK-50cce87d-2_1

NN
A

HN (o}

EDJ-MED-ee07cf00-2_1

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

RUN795

-0.22

0.15

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee07cf00-1_1

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

RUNS564

-0.21

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-50cce87d-2_1

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

RUN338

-0.20

0.13

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee07cf00-2_1

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

RUNS71

-0.20

0.23

-15 -
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SAM-UNK-2684b532-3_1

A\

N

\

N

PET-UNK-8df914d1-1 1

NN
~, ~Z
oj NH

MAT-POS-f7918075-5 1

Y
v
oj NH

MAT-P0OS-29385ccl-4 1

F
I I \:N
/
HN 0

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

SAM-UNK-2684b532-3_1

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

RUN140

-0.19

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-8df914d1-1_1

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

RUN206

-0.19

0.13

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-f7918075-5_1

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

RUN269

-0.17

0.02

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-29385ccl-4_1

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

RUN796

-0.16

0.10

-16 -



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

PET-UNK-f4e47ebd-2_1

!
l N N\
NG ZA 2
Of , NH

EDJ-MED-ee07cf00-11_4

EDJ-MED-ee07cf00-11_8

e
g <3
oo

=z

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-f4e47ebd-2_1

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

RUN708

-0.13

0.13

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee07cf00-11_4

14CCIC@@H](04)C

RUNS591

-0.07

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-56¢f811e-3_1

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

RUNS521

-0.03

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee07cf00-11_8

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

RUNS97

-0.02

0.24

-17 -



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

MAT-POS-1e5f28a7-1 1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-1e5f28a7-1_1

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

RUN272

-0.01

0.13

-18 -



