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sprint-11-2021-12-26-P1800_0A-dimer-neutral-unrestrained

PET-UNK-94036022-12_2

5 \

z

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-94036022-12_2

clece2c(c1)ence2N3C(=0)C[C@@]4(C3=0)CIN@](Ce5edce(ce5)Cl)S(=0)(=0)CCH(CCE)CI

RUN290

-0.36

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-94036022-12_1

clcee2c(cl)ence2N3C(=0)C[C@@]4(C3=0)CIN@@)](Cc5cdcc(ce5)Cl)S(=0)(=0)CCB(CCB)CI

RUN288

-0.36

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-50a80394-3 2

RUN393

-0.32

0.43

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-f702bflc-5_2

cleec2c(c1)ence2N3C(=0)[C@@14(CCOc5c4ce(ce5)CI)N(C3=0)C[C@H]6CCC(=0)NC6

RUN228

-0.29

0.14

-16 -



sprint-11-2021-12-26-P1800_0A-dimer-neutral-unrestrained

EDJ-MED-dfald800-5 1

P
o,

/NH dDDG (kcal/mol):

SMILES:

RUN:

DDG (kcal/mol):

CID:

EDJ-MED-dfald800-5_1

RUN459

-0.24

0.19

VLA-MRT-8c78eel5-4 1

SMILES:

A\
H?-L RUN:

(0]

L)
!
HJ\

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

VLA-MRT-8c78eel5-4_1

clecc2ce(c1)encc2N3C(=0)[C@@)4(CIN@ @H+](Cc5cdce(cc5)Cl)CC(=0)N)NC3=0

RUNG3

-0.24

0.20

LUO-POS-868e8996-10 1

<
‘N& RUN:

DDG (kcal/mol):

SMILES:

dDDG (kcal/mol):

CID:

LUO-POS-868e8996-10_1

)S(=0)(=

RUN296

-0.23

0.29

MAT-POS-50a80394-2_4
Q/ |

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

MAT-POS-50a80394-2_4

RUN374

-0.23

0.36

-17 -



sprint-11-2021-12-26-P1800_0A-dimer-neutral-unrestrained

BEN-BAS-c2bc0d80-7_1

VLA-MRT-8c78eel5-2 1

o) —
y N
HN &
oY (0]
W
NH3

EDJ-MED-ee81482¢-3_3
\

HN*%
HO o
A\
S
N
X,
‘0
N ‘o
' ”
”»
(o]
—
N

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

BEN-BAS-c2bc0d80-7_1

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

RUN34

-0.22

0.06

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-3a43cd95-3_1

clcce2c(c1)ence2N3C(=0)C[C@@]4(C3=0)CCOc5c4cc(c(c5)F)Cl

RUNSS8

-0.11

0.04

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-MRT-8c78eel5-2_1

clecc2c(cl)ence2N3C(=0)[C@@]4(C[NH2+]Cc5c4cc(cc5)CI)NC3=0

RUNS36

-0.09

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee81482e-3_3

J4(C3=0)CIN@(CeSedce(ces)CIS(=0)(=0)CCH(CCEICHN)O

RUN456

-0.08

0.88

-18 -



sprint-11-2021-12-26-P1800_0A-dimer-neutral-unrestrained

MAT-POS-983b399a-3 1

O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-983b399a-3_1

clcce2c(cl)ence2N3C[C@@]4(CCOc5e4cc(ce5)Cl)CC3=0

RUN25

-0.06

0.06

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-8bb691af-5_1

clece2c(c1)ence2NSC[C@I4(CC3=0)CIN@@](Ce5edcc(ce5)Cl)S(=0)(=0)CCB(CCE)CHN

RUN231

-0.04

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-9f4ac58c-6_1

COC1(CC1)CS(=0)(=0)N2C[C@]3(CCN(C3=0)c4cncesedccees)céec(cec6C2=0)Cl

RUN298

-0.01

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-05e51b3f-5_1

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

RUN17

0.00

0.00

-19 -



sprint-11-2021-12-26-P1800_0A-dimer-neutral-unrestrained

BEN-BAS-c2bc0d80-6_1

VLA-MRT-a639d434-1 1

W\

—

(0]
y N
HN &
(N ye}

\o*

N*
H

l
¢} NH

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

BEN-BAS-c2bc0d80-6_1

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

RUN20

0.00

0.00

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-94643566-1_1

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

RUN21

0.00

0.00

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-50c39ae8-2_1

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

RUN18

0.00

0.00

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-MRT-a639d434-1_1

CNC(=0)CIN@@H+]1C

@@]3(C1)C(=0)N(C(=0,

RUNS8S8

0.00

0.23

-20 -



sprint-11-2021-12-26-P1800_0A-dimer-neutral-unrestrained

MAT-POS-50a80394-1_3

o
L7

N,
4
(e]

JOH-MSK-1f2dff76-1_2

<

3

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-50a80394-1_3

RUN338

0.03

0.43

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-MSK-1f2dff76-1_2

CNC(=0)C[N@H+]1Cc2ccc(cc2[C@]3(C1)CC(=0)N(C3=0)cacncc5edcceces)Cl

RUN132

0.03

0.15

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ecbed2ba-16_3

C[N@@](CCC#N)S(=0)(=0)[N@]1C @]3(C1)CCN(C3=0; 1

RUN257

0.08

0.67

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-f702bflc-7_1

clece2c(c1)ence2N3C(=0)[C@ @J4(CCOC5edcc(ce5)Cl)N(C3=0)CCNECCINH2+]CCH

RUN230

0.08

0.19

-21 -



sprint-11-2021-12-26-P1800_0A-dimer-neutral-unrestrained

EDJ-MED-9f4ac58c-2_1

o
L7

NQ
4
fo) (e]

MAT-POS-576f7758-2_1

B

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-9f4ac58c-2_1

clece26(c1)ence2N3CCIC@@14(C3=0)CN(C(=0)c5e4ce(ce5)Cl)S(=0)(=0)CCB(CCE)CHN

RUN294

0.12

0.39

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-576f7758-2_1

CNC(=0)C1(CC1)N2C[C@]3(CCN(C3=0)cdcnce5edceccs)cec(cec6C2=0)Cl

RUN205

0.14

0.11

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-159244ea-3_1

clcce2c(cl)ence2N3C[C@@]4(CCOc5e4cc(ce5)Cl)CC3=0

RUN7

0.18

0.07

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-98c0a822-3_1

CNC(=0)C1(CCC1N2C[C@]3(CCN(C3=0)cdcnceSedccees)c6ec(cce6C2=0)Cl

RUN272

0.21

0.20

-22 -



sprint-11-2021-12-26-P1800_0A-dimer-neutral-unrestrained

EDJ-MED-9f4ac58c-8 1
\

» O

MAT-POS-90505e2b-1_1

A\
o) —
y \
(6] &
) (o)
W
(0]

LUO-POS-868e8996-10 2

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-9f4ac58c-8_1

RUN422

0.23

0.47

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-468565e0-5_1

RUN475

0.26

0.44

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-90505e2b-1_1

clcec2c(c1)encc2N3C(=0)[C@ @]4(CCOc5c4cc(ce5)Cl)OC3=0

RUN23

0.26

0.03

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LUO-POS-868e8996-10_2

cleee2c(c1)ence2N3C(=0)C[C@@]4(C3=0)CIN@](Ce5ece(ce5)CN)S(=0)(=0)CCH(CCE)CHN

RUN297

0.34

0.41

-23-



sprint-11-2021-12-26-P1800_0A-dimer-neutral-unrestrained

MAT-POS-1bed62cf-3 1

EDJ-MED-dfald800-1 1

C) )=

‘&O

MAT-POS-ec6d90b7-1 1

A\
e

W

MAT-POS-ec6d90b7-2_1

7 \
e

W

N

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-1bed62cf-3_1

CNC(=0)C[N@@H+]1C @]3(C1)CC(=0)N(C3=0, 1

RUNO98

0.34

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-dfald800-1_1

RUN439

0.40

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-ec6d90b7-1_1

clcec2c(c1)encc2N3C(=0)[C@ @]4(CCOc5c4cc(ce5)Cl)OC3=0

RUN24

0.40

0.03

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-ec6d90b7-2_1

clcec2c(c1)encc2N3C(=0)[C@ @]4(CCOc5c4cc(ce5)Cl)OC3=0

RUN26

0.41

0.03

-24 -



sprint-11-2021-12-26-P1800_0A-dimer-neutral-unrestrained

EDJ-MED-cc48ee33-5 1

MAT-POS-c2d406ed-3 2

s

N
HN &
) o

J
\o*

o
L7

e
4
(o]
—
——\

N

,
[25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-cc48ee33-5_1

Celee(n(n1)C)C(=0)N2C @14(C2)CCN(C4=0;

RUN276

0.41

0.13

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-1bed62cf-3_2

CNC(=0)C[N@H+]1Cc2ccc(cc2[C@]3(C1)CC(=0)N(C3=0)cacncc5edcceces)Cl

RUN94

0.47

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-c2d406ed-3_2

cleec2e(c1)ence2N3C(=0)[C@@J4(CIN@](Cc5c4cce(ce5)Cl)S(=0)(=0)CCE(CCB)CHN)NC3=S

RUN325

0.48

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LUO-POS-868e8996-9_2

cleee2c(c1)ence2N3C(=0)C[C@@]4(C3=0)CIN@](Ce5ece(ce5)CN)S(=0)(=0)CCH(CCE)CHN

RUN293

0.48

0.40

-25-



sprint-11-2021-12-26-P1800_0A-dimer-neutral-unrestrained

MAT-POS-853c0ffa-9 1

'O
N' »
4
(e]

—
——\

EDJ-MED-9f4ac58c-5 1

3

: Qeo
J.O\

ALP-POS-ecbed2ba-18 3

e

|

z

o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-853c0ffa-9_1

RUN435

0.52

0.49

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-50a80394-3_4

CC(O)[C@HION(C(=

RUN398

0.53

0.45

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-9f4ac58c-5_1

COC1(CC1)CS(=0)(=0)N2C[C@]3(CCN(C3=0)cacnce5cacce(c5)Cl)ceec(ccc6C2=0)Cl

RUN356

0.59

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ecbed2ba-18 3

CCIN@@](C)S(=0)(=O)[N@]1C

@]3(C1)CCN(C3=0 1

RUN154

0.65

0.55

- 26 -



sprint-11-2021-12-26-P1800_0A-dimer-neutral-unrestrained

VLA-MRT-a639d434-3 1

\N SMILES:

o) —

)\ RUN:
N
N &
O

N DDG (kcal/mol):

o

W

NH; dDDG (kcal/mol):

CID:

VLA-MRT-a639d434-3_1

clecc2c(cl)ence2N3C(=0)[C@@]4(C[NH2+]Cc5c4cc(cc5)CI)NC3=0

RUNS39

0.66

0.19

EDJ-MED-5¢d3920d-3 1

(©]
E
_<F A\ SMILES:
N
X, RUN:
\‘
N DDG (kcal/mol):
/NH dDDG (kcal/mol):

CID:

EDJ-MED-5cd3920d-3_1

CNC(=0)C1(CC1)N2C[C@]3(CCN(C3=0)c4cnce5ecdce(ce5)OC(F)F)c6ec(cec6C2=0)Cl

RUN421

0.67

0.14

MAT-POS-40ad851a-2 2
AW

=
S
s

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

MAT-POS-40ad851a-2_2

RUN451

0.72

0.59

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

ALP-POS-ecbed2ba-20_2

clece2e(c1)encc2N3CCIC@@J4(C3=0)CIN@)(CeSedce(ce5)CS(=0)(=0)N6CCCH

RUN155

0.72

0.71

-27 -



sprint-11-2021-12-26-P1800_0A-dimer-neutral-unrestrained

EDJ-MED-7e491f08-2_1

ALP-POS-ecbed2ba-10 2

<

VLA-MRT-8c/78eel5-3 1

W\

—

Oy
HN

3

O

\o*

N*
H

l
¢} NH

EDJ-MED-cc48ee33-2_1

z

<

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-7e491f08-2_1

CNC(=0)C1(CC1)N2C[C@]3(c4cc(cccaC2=0)Cl)C(=0)N(CC3(F)F)c5encebesecees

RUN344

0.73

0.15

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ecbed2ba-10_2

COC1CN(C1)S(=0)(=0)N@]2C: @]4(C2)CCN(C4=0)

RUN253

0.79

0.71

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-MRT-8c78eel5-3_1

CNC(=0)CIN@@H+]1C @@3(C1)C(=0)N(C(=0;

RUN90

0.80

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-cc48ee33-2_1

Cnlc(cen1)C(=0)N2C[C@]3(CCN(C3=0)cdencesedccces)ebec(coc6C2=0)Cl

RUN269

0.82

0.14

-28-



sprint-11-2021-12-26-P1800_0A-dimer-neutral-unrestrained

PET-UNK-aa57768f-7_1

MAT-POS-853c0ffa-9 2

_r~ '%
\ _

N

A

)
W\
(e]
N' L7
4
o
—
- N

LUO-POS-ed2cfb03-1_2

<

.‘& o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-aa57768f-7_1

clecc2c(cl)encc2N3CC[C@@]4(C3=0)CN(C(=0)c5c4cce(cc5)Cl)Ceénncob

RUN159

0.85

0.10

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-8bb691af-3_1

CNC(=0)CIN@@H+]1C @]3(C1)CC(=0)N(C:

RUNG6

0.86

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-853c0ffa-9_2

CINH#O) )S(=0)(=

RUN436

0.87

0.75

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LUO-POS-ed2cfb03-1_2

CINH+]1CCN(CC1)S(=0)(=0)N@]2C @]4(C2)CCN(C4=0

RUN347

0.91

0.49

-29-



sprint-11-2021-12-26-P1800_0A-dimer-neutral-unrestrained

MAT-POS-40ad851a-4 2

Y
/

q W
&

)
20
N »

4
o
—
N

JOH-MSK-51c67e7d-2_2

—

)

EDJ-MED-dfal1d800-2_1
Salee,
o Q¥O

/

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-40ad851a-4 2

RUN453

0.95

0.55

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-MSK-51c67e7d-2_2

C[N@H+]1Cc2ccc(cc2[C@]3(C1)CC(=0)N(C3=0)c4cncc5edcccees)Cl

RUN48

0.96

0.08

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-dfald800-3_1

RUN485

0.97

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-dfald800-2_1

RUN461

0.99

0.29




sprint-11-2021-12-26-P1800_0A-dimer-neutral-unrestrained

JOH-MSK-1f2dff76-4_1

EDJ-MED-b6c6ee2b

ey
“©\$

EDJ-MED-468565e0-1_1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-MSK-1f2dff76-4_1

clecc2c(cl)encc2N3C(=0)C[C@@]4(C3=0)C[NH2+]Cc5c4cc(ce5)Cl

RUNS32

1.00

0.15

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-50a80394-2_3

CCIC@@HIICN(C(= 1)S(=0)(=O)"

RUN366

1.01

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-b6c6ee2b-5_1

CNC(=0)CN1C[C@]2(CCN(C2=0 OCCINH+(C)C) 1=0)Cl

RUN425

1.03

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-468565e0-1_1

RUN472

1.03

0.73
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sprint-11-2021-12-26-P1800_0A-dimer-neutral-unrestrained

JOH-MSK-1f2dff76-2_2

; \

z

MAT-POS-40ad8

m:;;

MAT-POS-40ad851a-2_4

.8
NH*

=

N

o

L
“
0
N, %
¢
o
=~
N

5la-3 1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-MSK-1f2dff76-2_2

CNC(=0)CIN@H+1Cc2ccc(ce2[C@I3(C1)CC(=0)N(C3=0)cdencesedccce5)Cl

RUN134

1.03

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ecbed2ba-16 1

CIN@@](CCC#N)S(=0)(=0)[N@ @]1C¢ @]3(C1)CCN(C3=0

RUN256

1.06

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-40ad851a-3_1

RUN468

1.06

0.68

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-40ad851a-2_4

)S(=0)(=

RUN449

1.08

0.57
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sprint-11-2021-12-26-P1800_0A-dimer-neutral-unrestrained

JOH-MSK-51c67e7d-2_1

VLA-UCB-34f3ed0c-15_1

N
7\
— @ NH;
<O
oJI, N\%W
"0,
(0]

EDJ-MED-5cd3920d-2_1

E

-

A\

—

N

X

‘\
'O
N' ”
i
(o]
—
- N

EDG-MED-blef7fe3-1_1

<

o o

O;rl

O
N
o
¢}

o

"rz

NH

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-MSK-51c67e7d-2_1

CIN@@H+]1Cc2ccc(cc2[C@]3(C1)CC(=0)N(C3=0)c4cnce5caceec5)Cl

RUN45

1.10

0.13

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-34f3ed0Oc-15_1

clece2e(c1)ence2N3C(=0)[C@@J4(CCOC5CAco(ce5)CIN(C3=0)CNECCINH2+]CCE

RUN188

1.12

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-5cd3920d-2_1

)S(=0)(=

RUN396

1.12

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-blef7fe3-1_1

CNC(=0)CN1C[C@]2(CCN(C2=0)c3cncc4c3cc(ced)Clyc5ec(cecc5C1=0)Cl

RUN133

1.17

0.13
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EDJ-MED-fed7acOb-2_1

sprint-11-2021-12-26-P1800_0A-dimer-neutral-unrestrained

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-fed7ac0b-2_1

CNC(=0)C1(CC1)N2C[C@]3(CNN(C3=0)cdcncc5edceces)cec(cec6C2=0)Cl

RUN213

1.18

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-cc48ee33-4_1

Celenn(c1C(=0)N2C: @]4(C2)CCN(C4=0 )

RUN270

1.20

0.16

CID: ALP-POS-ecbed2ba-15 1
S M I L ES: 4cc(ce5)Cl)S(=0)(=0)CCH(CCCCH)CHN
RUN: RUN358
DDG (kcal/mol): 1.24
dDDG (kcal/mol): 0.42
EDJ-M ED'9\76a33d5'2_1 CID: EDJ-MED-976a33d5-2_1
o >
S M I L ES: CNC(=0)C1(CC1)N2C[C@]3(CCN(C3=0; 0)(=0)C) =0)CI
A\
N RUN: RUN394
0&0
‘0
Q{N DDG (kcal/mol): 1.26
Dy
,NH dDDG (kcal/mol): 0.16
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sprint-11-2021-12-26-P1800_0A-dimer-neutral-unrestrained

ALP-POS-ecbed2ba-18 4

PET-UNK-aa57768f-1_1

\ /'

,&O

o
o NH

]
N

MAT-POS-853c0ffa-22_2
\

o
>

s

() [0}

>
‘.
o
N . o2
s
[¢]

EDJ-MED-fed7acOb-1_1

<
o€

z

v

W\

—

H
N = N

'ﬁ,

o (@]
L)
\‘
" N
© ;\
(o] NH

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ecbed2ba-18 4

CCIN@](C)S(=0)(=O)IN@]1Ct

@]3(C1)CCN(C3=0} |

RUN156

1.27

0.53

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-aa57768f-1_1

clece2c(cl)encc2N3CC[C@@]4(C3=0)CN(C(=0)c5c4cce(ce5)Cl)Ceénncob

RUN144

1.30

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-853c0ffa-22_2

(=0)(=0) )CON(Ca= 0)(=0)0)C!

RUN389

1.34

0.38

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-fed7ac0Ob-1_1

CNC(=0)CN1C[C@]2(CNN(C2=0)c3cncc4c3ceced)c5ec(cecc5C1=0)Cl

RUN110

1.36

0.15
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EDJ-MED-b6c6ee2b-7_1

=

\\

N

W
S—
N
\&O
(6]
o

NH

MAT-POS-38eb6498-6_1

o
-N

N \\

S—

N
,&O
\.

N
© ;\
o NH

JOH-MSK-51c67e7d-1_1

o) —

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-b6c6ee2b-7_1

CNC(=0)C1(CC1)N2C[C@]3(CCN(C3=0)c4cnce5cdce(ce5)F)cee(cec6C2=0)Cl

RUN279

1.36

0.15

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-38eb6498-6_1

CNC(=0)CN1C[C@]2(CCN(C2=0)c3cncc4c3ce(ccd)C(=0)NC)e5ec(cee5C1=0)Cl

RUN319

1.37

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-MSK-51c67e7d-1_1

CIN@@H+]1Cc2ccc(cc2[C@]3(C1)CC(=0)N(C3=0)c4cnce5caceec5)Cl

RUN44

1.37

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-14142a25-10_1

CNC(=0)CN1C[C@]2(CCN(C2=0)c3cncc4c3ccced)c5ec(cecc5C1=0)Cl

RUN105

1.38

0.13
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MAT-POS-be048f2c-6_1

EDJ-MED-dfald800-4 1

;Nr’ '%

F .&O

U

MAT-POS-50a80394-6_2

W
—
N
&&&O
(\
N*
H

l
¢} NH

I
PET-UNK-94036022-3_2

e

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-be048f2c-6_1

CC(C)nlc(cen1)C(=0)N2C

@]4(C2)CCN(C4=0 |

RUN331

1.40

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-dfald800-4_1

RUN483

1.40

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-50a80394-6_2

CC(C)[C@HILCN(C(=0)[C@@]12CIN@@H+] )CC(=O)NC)

RUN222

141

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-94036022-3_2

cleee2c(c1)encc2N3CCIC@ @J4(C3=0)CIN@)(Ce5edcc(ce5)Cl)S(=0)(=0)CCH(CCE)CI

RUN224

1.43

0.31
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LUO-POS-d1147590-1_2

N
-
Wt
N +
H ‘

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LUO-POS-d1147590-1_2

4=0)CIN@](Cc6eScc(cc6)CI)S(=0)(=0)CCT(CCTICHN

RUN476

1.48

0.67

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-MSK-51c67e7d-1_2

C[N@H+]1Cc2ccc(cc2[C@]3(C1)CC(=0)N(C3=0)c4cncc5edcccees)Cl

RUN47

1.50

0.08

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-cc48ee33-3_1

Cnlc(cen1)C(=0)N2Cc3ccc(cc3[C@]4(C2)CCN(C4=0)c5enccée5ecee6)Cl

RUN211

1.52

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee81482e-4_1

RUN447

1.54

0.40
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sprint-11-2021-12-26-P1800_0A-dimer-neutral-unrestrained

PET-UN K'14142a25'1_1 CID: PET-UNK-14142a25-1_1
; \N SM I L ES CNC(=0)CN1C[C@]2(CCN(C2=0)c3cncc4c3ccced)c5ec(cecc5C1=0)Cl
N
.‘&o RUN: RUN102
O
N DDG (kcal/mol): 1.56
"1
© i‘“ dDDG (kcal/mol): 0.13
MAT'POS'38€b6498'4_1 CID: MAT-POS-38eb6498-4_1
(e}
—-— NH‘ + \N S M I L ES CNC(=0)CN1C[C@]2(CCN(C2=0 OCC[NH+](C)C]} 1=0)CI
\ S—
N
%O RUN: RUN415
\o*
QN DDG (kcal/mol): 1.57
" 1
© i‘“ dDDG (kcal/mol): 0.28
‘JOH'MSK'ledﬁ76'3_1 CID: JOH-MSK-1f2dff76-3_1
S M I L ES clecc2c(cl)encc2N3C(=0)C[C@@]4(C3=0)C[NH2+]Cc5c4cc(cc5)Cl
RUN: RUN40
DDG (kcal/mol): 1.58
NH; dDDG (kcal/mol): 0.15
PET-UN K'aa57768f'3_1 CID: PET-UNK-aa57768f-3_1
% SM I L ES C#CCN1C[C@]2(CCN(C2=0)c3cncc4c3ceced)csec(cec5C1=0)Cl
N
N RUN: RUN54
.\&o
N DDG (kcal/mol): 1.60
N\/\
5 dDDG (kcal/mol): 0.14
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sprint-11-2021-12-26-P1800_0A-dimer-neutral-unrestrained

BEN-BAS-c2bc0d80-3 1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

BEN-BAS-c2bc0d80-3_1

clcec2c(cl)encec2N3C(=0)[C@@]4(CCOc5c4cc(cc5)Cl)CN3

RUN10

1.61

0.09

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-9f4ac58c-7_1

RUN429

1.64

0.55

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

BRU-THA-73c97d88-1_1

clcec2c(cl)encec2N3C(=0)[C@@]4(CCOc5c4cc(ccS5)Cl)C=N3

RUN13

1.66

0.08

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-50a80394-5_2

CC[C@H]1CN(C(=0)[C@@]12C[N@@H+]| )CC(=O)NC,

RUN165

1.66

0.25
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ALP-POS-ecbed2ba-19 4

MAT-POS-853c0ffa-11 1

OH

,\‘§o

‘0
.0
Ng, 7
¢
o

MAT-POS-b4d6b7fc-7_1

H
N

o
an
- »
w
o
A\
 S—

A3

oS,

H oy
O*NH
|

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ecbed2ba-19 4

C[N@](CCO)S(=0)(=0)[N@]1Ct @]3(C1)CCN(C3=0; 1

RUN219

1.70

0.70

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-6be260fc-5_1

clcee2c(cl)encc2N3CC[C@@]4(C3=0)CCNe5c4ec(ce5)Cl

RUN4

1.70

0.09

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-853c0ffa-11_1

)S(=0)(=

RUN408

1.74

0.39

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-b4d6b7fc-7_1

CNC(=0)CIN@ @H+]1Cx

@]3(C1)CCN(C3=0; 0)=0)c)Cl

RUN292

1.74

0.23
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sprint-11-2021-12-26-P1800_0A-dimer-neutral-unrestrained

MAT-POS-50a80394-1_2

CID: MAT-POS-50a80394-1_2
_\N SMILES:
RUN: RUN339
DDG (kcal/mol): 1.75

O"v
g\:N dDDG (kcal/mol): 0.48

— CID: LUO-POS-9931618f-1_1
; \N SM I L ES CNC(=0)CN1C[C@]2(CCN(C2=0)c3cncc4c3ccced)c5ec(cecc5C1=0)Cl
N
.‘&o RUN: RUN120
W
N DDG (kcal/mol): 1.76
"1
© ’i“ dDDG (kcal/mol): 0.15
LUO'POS'8038556‘3'1—1 CID: LUO-POS-8c3e556a-1_1
; \N SM I L ES CNC(=0)CN1C[C@]2(CCN(C2=0)c3cncc4c3cc(ced)Clyc5ec(cecc5C1=0)Cl
N
.‘&o RUN: RUN177
W
N DDG (kcal/mol): 1.76
"1
© ’i“ dDDG (kcal/mol): 0.15
PET-UN K'aa57768f'9—1 CID: PET-UNK-aa57768f-9_1

=z

%N SMILES: CHCONICICIACONC2-O)sSeneiosecoocloesci-oc
—
RUN: RUNS58
RS
‘©:$ DDG (kcal/mol): 1.76
N\
(0]

dDDG (kcal/mol): 0.15

2
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ALP-POS-ecbed2ba-16 4

N

(@]

EDG-MED-blef7fe3-2_1

\

o
o

O
N
o
¢}

(I

N
NH

EDJ-MED-7587a9%ee-3 1

LUO-POS-9931618f-2_1

e

o o

O;(l

O
N
o
¢}

"rz

NH

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ecbed2ba-16 4

CIN@](CCCHN)S(=0)(=0)IN@]1C

@]3(C1)CCN(C3=0;} |

RUN258

1.77

0.59

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-blef7fe3-2_1

CNC(=0)CN1C[C@]2(CCN(C2=0)c3cncc4c3cc(ced)F)e5ec(cecc5C1=0)Cl

RUN142

1.77

0.12

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-7587a9ee-3_1

CS(=0)(=0)IN@@]1Cc2ccc(cc2[C@]3(C1)CCN(C3=0)c4cnce5cacecc5)Cl

RUNS0

1.79

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LUO-POS-9931618f-2_1

CNC(=0)CN1C[C@]2(CCN(C2=0)c3cncc4c3ccced)c5ec(cecc5C1=0)Cl

RUN118

1.80

0.14
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EDJ-MED-fd8ed875-3_1

e

o o

O;(l

O
N
o
e}

"rz

NH

MAT-POS-50a80394-1_4

DAR-DIA-0f7b7cd9-8_1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-fd8ed875-3_1

CNC(=0)CN1C[C@]2(C=CN(C2=0)c3cncc4c3ccecd)csec(cec5C1=0)Cl

RUN115

1.81

0.11

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-50a80394-1_4

CIC@HIICN(C(= 1)S(=0)(=O)"

RUN343

1.83

0.43

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

RUN28

1.85

0.07

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-9f4ac58c-4_1

CS(=0)(=0)cLecc2e(cl) O)CN(C 1)S(=O)(=

RUN416

1.89

0.54

- 44 -



sprint-11-2021-12-26-P1800_0A-dimer-neutral-unrestrained

MAT-POS-40ad851a-5 2

C

MAT-POS-853c0ffa-14 1

IS

EDJ-MED-468565e0-2_1

C”)“HO Q;\

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-40ad851a-5_2

RUN473

1.90

0.63

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-fed7ac0b-4_1

CNC(=0)CN1C[C@]2(C=NN(C2=0)c3cnccac3ccced)c5ec(ccc5C1=0)Cl

RUN106

1.91

0.13

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-853c0ffa-14_1

COC1(CC1)CS(=0)(=0)[N@:!

@14(C2)CCN(C4=0

RUN307

1.91

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-468565e0-2_1

RUN470

1.92

0.63
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EDJ-MED-ee81482e-2_1

1>
Ehae

.,& o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee81482e-2_1

RUN442

1.93

0.42

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-fd8ed875-4_1

CNC(=0)C1(CC1)N2C[C@]3(C=CN(C3=0)cdcnceSedccees)ebee(cec6C2=0)Cl

RUN212

1.93

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-468565e0-5_2

RUN467

1.95

0.54

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-98c0a822-4 1

CNC(=0)C1(COC1)N2C[C@]3(CCN(C3=0)c4cncc5edccee5)cbec(ccc6C2=0)Cl

RUN273

1.96

0.15
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MAT-POS-983b399a-1_1

O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-983b399a-1_1

clcce2c(cl)ence2N3CC[C@@]4(C3=0)CCOche4cc(ces)Cl

RUN9

2.00

0.09

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-853c0ffa-10_2

RUN438

2.00

0.49

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-159244ea-1_1

clcce2c(cl)ence2N3CC[C@@]4(C3=0)CCOche4cc(ces)Cl

RUN8

2.01

0.09

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-b6c6ee2b-6_1

CNC(=0)CN1C[C@]2(CCN(C2=0)c3cncc4c3cc(ccd)F)c5ec(cecc5C1=0)Cl

RUN183

2.02

0.14
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ALP-POS-ecbed2ba-19 2

EDJ-MED-ee81482e-3 4

\

H
/
&
HO o
W
S—
sko
\3
o
L2

L)
Ne
4
(o)

z

(3

ALP-POS-eched2ba-

e

oo

b

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ecbed2ba-19 2

CIN@](CCO)S(=0)(=0)IN@@]1C

@]3(C1)CCN(C3=0;

RUN215

2.06

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-4483ae88-2_2

CNC(=0)C[N@]1C[C@]2(CCN(C2=0)c3cnccdc3ccccd)csec(cee5S1(=0)=0)Cl

RUN146

2.07

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee81482e-3_4

CINH+(C)CIC@HI(CO

RUN457

2.08

0.89

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ecbed2ba-21 1

CIN@@](CCOC)S(=0)(=O)IN@@]1C

@]3(C1)CCN(C3=0} |

RUN261

2.09

0.28
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EDJ-MED-al2e3a20-2_1

&
Sy

SMILES:

RUN:

O

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

EDJ-MED-al2e3a20-2_1

CNC(=0)CN1C[C@@]2(c3cc(cce3C1=0)Cl)C(=0)CN(C2=0)c4cncc5cdccecs

RUN166

2.09

0.14

PET-UNK-94036022-2_1

\N SMILES:

Q‘LO RUN:
T,
ol

DDG (kcal/mol):

/

dDDG (kcal/mol):

CID:

PET-UNK-94036022-2_1

C#CC1(CC1)CS(=0)(=0)[!

@]4(C2)CCN(C4=0 |

RUN284

2.10

0.30

MAT-POS-40ad851a-5_1

HN
-\‘\O SMILES:
W
= RUN:

RS
Y
QO
N' 23
¢
[¢]
- N

z,

(3

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

MAT-POS-40ad851a-5_1

RUN482

2.11

0.65

EDJ-MED-5¢d3920d-4_1

N

&go
o0

SMILES:

RUN:

o

DDG (kcal/mol):

/N“ dDDG (kcal/mol):

CID:

EDJ-MED-5cd3920d-4_1

CNC(=0)C1(CC1)N2C[C@]3(CCN(C3=0)c4cnce5cdcc(ce5)C(F)F)cbec(ccc6C2=0)Cl

RUN378

2.13

0.21
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MAT-POS-40ad851a-1 1

’

&O

ALP-POS-ecbed2ba-21 2

e

\

@

O

|

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-40ad851a-1_1

RUN464

2.13

0.50

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-cc48ee33-7_1

Cnlc(cen1)CN2C[C@]3(CCN(C3=0)c4cncc5c4ccee5)cbec(ccc6C2=0)Cl

RUN208

2.14

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-aa57768f-8_1

clcec2c(cl)encc2N3CC[C@ @]4(C3=0)CN(C(=0)c5c4cce(ce5)Cl)CC#N

RUNG62

2.19

0.11

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ecbed2ba-21 2

CIN@](CCOC)S(=0)(=O)IN@@]1C

@]3(C1)CCN(C3=0 ]

RUN263

2.26

0.30
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EDJ-MED-fd8ed875-6_1

R

z

ALP-POS-ecbed2ba-1 2

<

N

A

\¥O
.
o
N' b2

s
[e]
>0
“w
[¢]

MAT-POS- 853c0ffa 22 1

Cb

N

A\

ngo
JV

LUO-POS-8484f2d

-NH ; t

11

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-fd8ed875-6_1

CNC(=0)C1(CC1)N2C[C@@]3(c4cc(ccec4C2=0)Cl)C(=CN(C3=0)c5cncebesecces)F

RUN286

2.26

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ecbed2ba-1 2

CC1(CS(=0)(=0)C1)CS(=0)(=0)[N@]2C @]4(C2)CCN(C4=0 ]

RUN360

2.26

0.64

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-853c0ffa-22_1

0)IN@@]2Ce3ccc( 4=0) )=0)cict

RUN387

2.28

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LUO-POS-8484f2d3-1_1

CINH#O) )S(=0)(=

RUN445

2.29

0.63
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PET-UNK-94036022-9 1

MAT-POS-1d5ab790-3_1

Cb

N

: Q
(o] lilH
MAT-POS-40ad851a-1_3

O

(I

EDJ-MED-8bb691af-

o

o
=

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-94036022-9_1

C#CC1(CC1)CS(=0)(=O0)[ @14(C2)CCN(C4=0 |

RUN274

2.30

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-1d5ab790-3_1

CNC(=0)CN1C[C@]2(CCN(C2=0)c3cnccac3c(cced)Clyc5ec(cecc5C1=0)Cl

RUN168

2.30

0.12

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-40ad851a-1_3

RUN462

2.31

0.53

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-8bb691af-6_1

clece2¢(c1)ence2N3CCIC@@]4(C3=0)CIN@@](Ce5eace(ce5)Cl)S(=0)(=0)CCH(CCE)CHN

RUN233

2.32

0.34
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LUO-POS-8484f2d3-1_2

EDJ-MED-b6c6ee2b-3 1

\O
Q Y

\\

z

MAT-POS-853c0ffa-21 1

;\ />N

PET-UNK-7e9559de-4 2

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LUO-POS-8484f2d3-1_2

CINH#O) )S(=0)(=

RUN441

2.33

0.65

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-b6c6ee2b-3_1

RUN372

2.33

0.49

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-853c0ffa-21_1

CC1(CC1)CS(=0)(=0)N@! @]4(C2)CCN(C4=0

RUN238

2.33

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-7e9559de-4_2

clcee2c(c1)encc2N3CC[C@@14(C3=0)C[N@H+](Cc5e4cc(ce5)Cl)Cebnnesé

RUN116

2.36

0.16

-B3-
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EDJ-MED-976a33d5-1_1

ALP-POS-ecbed2ba-9 2

<

,&o

\**
N oy
€

O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-976a33d5-1_1

CNC(=0)C1(CC1)N2C[C@]3(CCN(C3=0)cdcncc5edceces)cec(cec6C2=0)Cl

RUN210

2.37

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ecbed2ba-18 1

CCIN@@](C)S(=0)(=0)[N@@]1C: @]3(C1)CCN(C3=0

RUN151

2.37

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ecbed2ba-9 2

clece2c(c1)ence2NSCCIC@@14(C3=0)CIN@](Ce5edcc(ce5)Cl)S(=0)(=0)N6CC(CE)CHN

RUN239

2.37

0.62

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-477dc5b7-4_1

clcce2c(cl)ence2N3CC[C@@]4(C3=0)CCOcbe4cc(ces)Cl

RUNG

2.38

0.13
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MAT—POS—85300ffa—10_1

~NH ; :

O

\
ALP-POS-ecbed2ba-21 3
N' ' W\

i

EDJ-MED-9f4ac58c-1_1

z

S

MAT-POS-40ad851a-1 4

/ %

o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-853c0ffa-10_1

CINH) )S(=0)(=

RUN434

2.39

0.54

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ecbed2ba-21 3

C[N@@](CCOC)S(=0)(=0)[N@]1C @]3(C1)CCN(C3=0 |

RUN260

241

0.68

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-9f4ac58c-1_1

clec2c(cc1Cl)ence2N3CC[C@@]14(C3=0)CN(C(=0)c5c4dce(ce5)Cl)S(=0)(=0)CCH(CCH)CH#N

RUNS353

241

0.38

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-40ad851a-1_4

RUN465

241

0.54
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MAT-POS-69786b79-1 2

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-69786b79-1_2

CNC(=0)C1(CC1)IN@H+] @]4(C2)CCN(C4=0;

RUN160

2.42

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-5cd3920d-1_2

clec2ence(c2ce10C(F)FINGCCIC@ @H(C3=0)CIN@)(CeSedec(ccS)CS(=0)(=0)CCH(CCEICHN

RUN428

2.42

0.45

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee81482e-5_2

=0)CIN@(Ce7cbee(ccT)CS(=0)(=0)CCB(CCAICHN

RUN460

2.44

0.45

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-96396902-1_2

clcee2c(c1)encc2N3CC[C@@14(C3=0)C[N@H+](Cc5e4cc(ce5)Cl)Cebnnesé

RUN125

2.45

0.17
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MAT-POS-40ad851a-4_1

%
/
o
|
Qto
‘.
Ny, 25
v
=

SMILES:

RUN:

z

(3

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

MAT-POS-40ad851a-4 1

CINFHICICCCO )S(=0)(=

RUN454

2.46

0.41

EDJ-MED-5¢d3920d-2_2

)—% SMILES:
o

RUN:

A o)

N
‘¥
K
Py
Ne, 7
i
o

DDG (kcal/mol):

=\ dDDG (kcal/mol):

CID:

EDJ-MED-5cd3920d-2_2

RUN399

2.47

0.33

EDG-MED-blef7fe3-3 1

E

3
Q*
Oy

SMILES:
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

N
NH

CID:

EDG-MED-blef7fe3-3_1

CNC(=0)CN1C[C@]2(CCN(C2=0)c3cncc4c3ccec(cd)F)c5ec(cecc5C1=0)Cl

RUN147

2.47

0.16

EDJ-MED-5cd3920d-1_1

SMILES:
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

CID:

EDJ-MED-5cd3920d-1_1

RUN423

2.48

0.35
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MAT-POS-50a80394-4 4
EDJ-MED-8bb691af-6_2

EDJ-MED-468565e0-4_1

;Nr’ '%
F \ o‘&

E
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e

3

W
N
H

o

N

A

)
\* \

(o)

N' L7

4
(e]

O

—
——\

(0]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-blef7fe3-4_1

CNC(=0)CN1C[C@]2(CCN(C2=0)c3cnccac3cec(c4)Clyc5ec(cecc5C1=0)Cl

RUN140

2.48

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-50a80394-4_4

CIC@H]LCN(C(=0)[C@@]12CIN@H+](C )CC(=0)NC.

RUN124

2.49

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-8bb691af-6_2

clece2c(c1)ence2NSCC[C@@14(C3=0)CIN@](Ce5edcc(ce5)Cl)S(=0)(=0)CCB(CCE)CHN

RUN235

2.51

0.53

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-468565e0-4_1

RUN486

2.53

0.74
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BRU-THA-55eab31a-1 1

Ne

¢
O

EDJ-MED-7e491f08-1 1

si/\/o\

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

BRU-THA-55eab31a-1_1

clcec2c(cl)ence2N3C(=0)[C@@]4(CCNc5c4cc(ce5)Cl)C=N3

RUN19

2.57

0.11

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ecbed2ba-21 4

CIN@](CCOC)S(=0)(=O)IN@]1C¢

@]3(C1)CCN(C3=0;

RUN267

2.57

0.70

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-7e491f08-1_1

RUN373

2.58

0.41

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-50a80394-6_4

CC(C)[C@H]1CN(C(=0)[C@@]12C[N@H+](C 1)CC(=O)NC)

RUN214

2.59

0.42
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MAT-POS-40ad851a-1_8

S

O )

MAT-POS-853c0ffa-18_2

E

e

[¢]

v

N
Q
K
o
o7

Ne
c¢
o

MAT-POS-853c0ffa-20_1

OH

S—
“Qo

OS

N
v
*
o

z

o

A\t
o
L7

1

ALP-POS-ecbed2ba-22 1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-40ad851a-1_8

RUN469

2.59

0.58

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-853c0ffa-18_2

CC1(CC1)CS(=0)(=0)[N@]2Cc3cce(ce3[C@14(C2)CCN(C4=0)c5encebesc(cc(c6)F)CICI

RUN306

2.59

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-853c0ffa-20_1

RUN391

2.60

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ecbed2ba-22_1

clecc2ce(c1)encc2N3CC[C@@]4(C3=0)C[N@@](Cc5e4ce(ce5)Cl)S(=0)(=0)CCH(CCE)CCHN

RUN318

2.60

0.42
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MAT-POS-50a80394-3 1

ALP-POS-eched2ba-19 1

5

\

o
Ng 25
-

G “N/\/OH
oo

O

MAT-POS-50a80394-2_1

o

MAT-POS-853c0ffa-13 1

-%N

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-50a80394-3 1

RUN385

2.61

0.62

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ecbed2ba-19 1

CIN@@](CCO)S(=0)(=0)[N@@]1C @]3(C1)CCN(C3=0,

RUN209

2.61

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-50a80394-2_1

RUN363

2.63

0.42

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-853c0ffa-13_1

clec2ence(c2ce1FINSCCIC@@M4(C3=0)CIN@@](CeSedcc(ce5)CIIS(=0)(=0)CCB(CCE)CHN

RUN304

2.67

0.34
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MAT-POS-853c0ffa-8 1

EDJ-MED-ee81482e-1 1

\:( O Q_\)

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-853c0ffa-8_1

COC1(CC1)CS(=0)(=0)[N@@]2Cc3ccc(ce3[C@14(C2)CCN(C4=0)c5encebese(ce(c6)F)CCI

RUN357

2.67

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-468565e0-3_1

RUN474

2.69

0.49

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee81482e-1_1

RUN433

2.70

0.57

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ecbed2ba-10_1

COC1CN(C1)S(=0)(=0)IN@@]2C: @]4(C2)CCN(C4=0 ]

RUN251

271

0.45
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MAT-POS-50a80394-1_1

ALP-POS-ecbhed2ba-6 2

%O\

MAT-POS-40ad851a-1_6

$

P

EDJ-MED-b6c6ee2b-4 1

<5

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-50a80394-1_1

CIC@@H)1CN(C(= )S(=0)(=0)cCA(

RUN337

2.72

0.42

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ecbed2ba-6_2

COC1(CC1)CS(=0)(=0)N@]2C: @]4(C2)CCN(C4=0)

RUN236

2.74

0.43

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-40ad851a-1_6

RUN471

2.75

0.76

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-b6c6ee2b-4 1

clec2ence(c2ec1CNSCCIC@@IA(C3=0)CIN@ @] (Ce5eace(ce5)ChS(=0)(=0)CCH(CCH)CHN

RUN329

2.75

0.33
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MIK-ENA-5d9157e9-2_1

o

ALP-POS-eched2ba-17 2

<

\

W
(e}
N' b7

|

O

MAT-POS-50a80394-5 4

&
\’Qk
Xy

(0]

z

(I

-—
I

ALP-POS-ecbed2ba-2 2

<

N
A
<
o
N . b2
(Y
o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIK-ENA-5d9157e9-2_1

clece2¢(c1)ence2N3CCIC@@]4(C3=0)CIN@@](Ce5eAce(ce5)Cl)S(=0)(=0)CCH(CCE)CHN

RUN264

2.77

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ecbed2ba-17_2

C[N@](CC#N)S(=0)(=0)[N@@]1C @]3(C1)CCN(C3=0} |

RUN198

2.78

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-50a80394-5_4

CC[C@H]1CN(C(=0)[C@@]12C[N@H+](Ct 1)CC(=O)NC

RUN175

2.79

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ecbed2ba-2_2

RUN414

2.82

0.36
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sprint-11-2021-12-26-P1800_0A-dimer-neutral-unrestrained

o

O

J@Yi

ALP-POS-afe0272e-2_1

EDJ-MED-8bb691af-8_1

%
“y

-NH ; t

LUO—POS—8484f2d3—2_1

d2cfb03

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-afe0272e-2_1

CNC(=0)CN1C[C@]2(CCN(C2=0)c3cnccdc3ceced)c5ec(c(cc5C1=0)Cl)Cl

RUN164

2.82

0.13

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-8bb691af-8_1

CNC(=0)CN1C[C@]2(CCN(C2=0)c3cncc4c3ccced)c5ec(cecc5C1=0)Cl

RUN91

2.84

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LUO-POS-8484f2d3-2_1

RUN437

2.84

0.64

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LUO-POS-ed2cfb03-2_2

CNS(=0)(=0)[N@]1Cc2ccc(cc2[C@]3(C1)CCN(C3=0)c4cncc5caccec5)Cl

RUNB89

2.85

0.43
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PET-UNK-94036022-3_1

e

ALP-POS-ecbhed2ba-3

Cb

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-94036022-3_1

clecc2ce(c1)encc2N3CC[C@@]4(C3=0)CIN@ @](Cc5e4ce(ce5)Cl)S(=0)(=0)CCH(CCE)CI

RUN226

2.85

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ecbed2ba-17_1

C[N@@](CC#N)S(=0)(=0)[N@@]1C @]3(C1)CCN(C3=0; 1

RUN201

2.85

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ecbed2ba-3 2

CC1(CC1)CS(=0)(=0)N@]2C« @4(C2)CCN(C4=0;

RUN200

2.86

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-94036022-13 1

RUN384

2.87

0.36
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sprint-11-2021-12-26-P1800_0A-dimer-neutral-unrestrained

MAT-POS-576f7758-1 2

q/ Y

(0]

\)
\* \
N
N
o

ALP-POS-ech

C?D

O

Bl

MAT-POS-853c0ffa-1 1
Cb
[e] ’i‘H

MAT-POS-38eb6

-NH ; E

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-576f7758-1_2

CNC(=0)C1(CC1)IN@H+] @]4(C2)CCN(C4=0;

RUN167

2.88

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ecbed2ba-3 1

CC1(CC1)CS(=0)(=O0)I @]4(C2)CCN(C4=0

RUN199

2.89

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-853c0ffa-1_1

CNC(=0)CN1C[C@]2(CCN(C2=0)c3cnccdc3c(cced)Clyc5ec(cecc5C1=0)Cl

RUN149

2.90

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-38eb6498-3_2

CNC(=0)CIN@H+1C

@]3(C1)CCN(C3=0 OCCINH+(C)C)CI

RUN390

291

0.40
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PET-UNK-94036022-2_2

as

MAT-POS-853c0ffa-21 2

sprint-11-2021-12-26-P1800_0A-dimer-neutral-unrestrained

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-94036022-2_2

C#CC1(CC1)CS(=0)(=0)N@]2C @]4(C2)CCN(C4=0 1

RUN283

2.92

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ecbed2ba-4 2

clece2c(c1)ence2N3CCIC@@14(C3=0)CIN@](Ce5edcc(ce5)Cl)S(=0)(=0)CCB(CCH)CHN

RUN240

2.94

0.40

CID:

SMILES:

MAT-POS-853c0ffa-21_2

CC1(CC1)CS(=0)(=0)[N@]2C:

@]4(C2)CCN(C4=0 1

.

W
N
A RUN:
. o

o DDG (kcal/mol): 2.94

4
o

RUN242

dDDG (kcal/mol): 0.48

EDJ'MED'46856580'1_2 CID: EDJ-MED-468565€0-1_2

(¢]

QN'_V \ N S M I L ES: 24=0)C[N@)(CcbeSec(ce)Cl)S(=0)(=0)CC7(CCT)ICHN

RUN: RUN479
W

Q/ DDG (kcal/mol): 2.95
dDDG (kcal/mol): 0.66
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MAT-POS-853c0ffa-7_1

Q/ W

LUO-POS-d1147590-1_1

O _
(j \
7
x
\*

o

¢

o
—
- N

EDJ-MED-468565e0-2_2

(.NHQ}
~ S

(0]

4

o}
—
e N

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-853c0ffa-7_1

COC1(CC1)CS(=0)(=0)IN@@]2C: @]4(C2)CCN(C4=0 ncl

RUN301

2.96

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-1d5ab790-1_2

clec2ence(c2c(c1)CINSCCIC@ @14(C3=0)CIN@](Ce5edcc(ce5)Cl)S(=0)(=0)CCB(CCE)CHN

RUN321

2.96

0.47

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LUO-POS-d1147590-1_1

RUN478

2.97

0.56

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-468565e0-2_2

RUN481

2.97

0.69
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(0]

-%N

z

o

X

OS

N
L
i
o

o
-N
H N
S—
o
L2

bl

P4

N

LUO-POS-ed2cfb03-2_1

<

MAT-POS-853c0Offa-13_2

MAT-POS-38eb6498-2_1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LUO-POS-ed2cfb03-2_1

CNS(=0)(=0)IN@@]1C

@]3(C1)CCN(C3=0} |

RUNO96

2.98

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ecbed2ba-15 2

clcee2e(c1)encc2N3CC[C@@]4(C3=0)C[N@](Cc5edcc(ce5)Cl)S(=0)(=0)CCH(CCCCH)CHN

RUN359

2.99

0.51

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-853c0ffa-13_2

clec2ence(c2cc1F)N3CC[C@@14(C3=0)C[N@](Ce5e4cc(ce5)Cl)S(=0)(=0)CCE(CCE)CHN

RUN303

3.01

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-38eb6498-2_1

RUN410

3.01

0.42
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PET-UNK-aa57768f-2_1

EDJ-MED-fd8ed875-5_1

; \
[¢] lilH
ALP-POS-ecbed2ba-5 2

<

X

@S

N
°
¢
o

z

z

(I

z

[¢]
L2

5

EDJ-MED-al2e3a20-1_1

o

L)

0]

(\J

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-aa57768f-2_1

clcec2c(cl)encc2N3CC[C@ @]4(C3=0)CN(C(=0)c5c4cce(ce5)Cl)CC#N

RUNG0O

3.01

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-fd8ed875-5_1

CNC(=0)CN1C[C@@]2(c3cc(cce3C1=0)CI)C(=CN(C2=0)cdencesedccees)F

RUN170

3.03

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ecbed2ba-5 2

clecee2e(cl)encc2N3CC[C@@]4(C3=0)CIN@](Ce5c4cc(ceS)Cl)S(=0)(=0)CCBCS(=0)(=0)C6

RUN314

3.03

0.69

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-al2e3a20-1_1

)S(=0)(=

RUN327

3.07

0.50

-71 -



sprint-11-2021-12-26-P1800_0A-dimer-neutral-unrestrained

ALP-POS-ecbed2ba-9 1

<

,&o

\**
Ng 25
L

MAT-POS-38eb6498-5 2

(e)
= \
H N
—

&go
Oy

z

L4

ALP-POS-ecbed2ba-17 3

MAT-P0OS-853c0ffa-19 1

_r~ 'Q\j)
\ _

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ecbed2ba-9 1

clece2¢(c1)ence2N3CCIC@@]4(C3=0)CIN@@](Ce5eace(ce5)Cl)S(=0)(=O)N6CC(CE)CHN

RUN248

3.08

0.50

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-38eb6498-5_2

CNC(=0)CIN@H+1C

@]3(C1)CCN(C3=0 (=0)NC)CI

RUN277

3.11

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ecbed2ba-17_3

CIN@@](CCHN)S(=0)(=O)IN@]1C

@]3(C1)CCN(C3=0) 1

RUN207

3.12

0.65

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-853c0ffa-19_1

OCCINHH(C)C)CH

RUN427

3.14

0.43
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MAT—POS—38eb6498—1_1

-NH ; t

LUO-POS-ed2cfb03-1_1

N
\ .‘&O
\\

'O
N' ]

; \

MAT-POS-b

Q:

N
SN
L\/W\

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-38eb6498-1_1

RUN440

3.14

0.78

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LUO-POS-ed2cfb03-1_1

CINH+]LCCN(CC1)S(=0)(=0)[N@@]2C

@]4(C2)CCN(C4=0 ]

RUN345

3.15

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-b4d6b7fc-5_2

CNC(=0)CIN@H+]1C

@]3(C1)CCN(C3=0; )Cl

RUN103

3.16

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0f7b7cd9-9_1

clcce2c(cl)encc2N3CC(=0)[C@@]4(C3=0)CCOc5c4cc(ccs)Cl

RUNSO0

3.17

0.15
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LUO-POS-8484f2d3-2_2

MAT-POS-40ad851a-2 1
.2

by
&

EDJ-MED-ede5c6cb-2 1

[¢]
an
u H
»N
(L
[¢]
N
—

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LUO-POS-8484f2d3-2_2

CINH#O) )S(=0)(=

RUN446

3.17

0.71

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-40ad851a-2_1

4c0(ceS)Cl)S(=0) (=

RUN448

3.19

0.58

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIK-ENA-5d9157e9-2_2

clece2c(c1)ence2NSCC[C@@14(C3=0)CIN@](Ce5edcc(ce5)Cl)S(=0)(=0)CCB(CCE)CHN

RUN266

3.19

0.45

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ede5c6¢cb-2_1

clcc2c(ccINS(=0)(=0)C3CC3)encc2NACC[C@@]5(C4=0)CCS(=0)(=0)c6e5cc(cc6)Cl

RUN289

3.20

0.20
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LUO-POS-8c3e556a-2 1

<

"rz

o o

W
N
© ;\
o

ALP-POS-ecbed2ba-16 2

EDJ-MED-94fddcec-7_1

(€]
L]
-
v
(¢]

NH

3

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LUO-POS-8c3e556a-2_1

CNC(=0)CN1C[C@]2(CCN(C2=0)c3cnccdc3cc(ced)Clyc5ec(cecc5C1=0)Cl

RUN180

3.21

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ecbed2ba-16 2

C[N@](CCC#N)S(=0)(=0)[N@@]1C: @]3(C1)CCN(C3=0; 1

RUN249

3.21

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-94fddcec-7_1

CS(=0)(=0)Nc1cce2ce(c1)encc2N3CC[C@@]4(C3=0)CCS(=0)(=0)c5c4dce(ce5)Cl

RUN150

3.23

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-50a80394-4 2

C[C@H]ICN(C(=0)[C@@]12C[N@@H+] 1)CC(=O)NC;]

RUN122

3.24

0.31
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EDJ-MED-d4864bdc-4_1

— NH \N

\ y —

X
EDJ-MED-b6c6ee2b-4 2

<5

MAT-POS-853c0Offa-5 2

S

4
(e]

EDJ-MED-468565e0-3_2

o

(_NH’Q}N
O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-d4864bdc-4_1

C[NH+](C)CCOclecc2ence(c2c1)N3CC[C@@]4(C3=0)CCS(=0)(=0)c5edcc(ce5)Cl

RUN229

3.24

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-b6c6ee2b-4 2

clcc2enec(c2cc1CN3CCIC@@]4(C3=0)C[N@](Cc5e4ce(ce5)Cl)S(=0)(=0)CCH(CCE)CHN

RUN335

3.25

0.48

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-853c0ffa-5_2

clec2ence(c2c(c1)CINSCCIC@ @14(C3=0)CIN@](Ce5edcc(ce5)Cl)S(=0)(=0)CCB(CCE)CHN

RUN300

3.27

0.44

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-468565e0-3_2

RUN484

3.30

0.67
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ALP-POS-ecbed2ba-4 1

o

EDJ-MED-5¢d3920d-6_1

<

<

¥o
\.
0
Ne, 72
4
o F
=

=

z

o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ecbed2ba-4 1

clece2¢(c1)ence2N3CCIC@@]4(C3=0)CIN@@](Ce5eAce(ce5)Cl)S(=0)(=0)CCH(CCE)CHN

RUN241

3.32

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-eched2ba-17_4

CIN@](CC#N)S(=0)(=0)[N@]1Ct @]3(C1)CCN(C3=0,

RUN202

3.34

0.67

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee81482e-2_2

CINH+J1CC(C1)Oc2ccc3ence(c3c2)NACCIC@@I5(C4=0)CIN@](CobeSec(cos)Cl)S(=0)(=0)CCT(CCTICHN

RUN443

3.36

0.77

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-5cd3920d-6_1

RUN375

3.39

0.35
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sprint-11-2021-12-26-P1800_0A-dimer-neutral-unrestrained

MAT-POS-38eb6498-2_2

MAT-POS-40ad851a-1_5

’

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-38eb6498-2_2

)S(=0)(=

RUN411

3.41

0.47

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ecbed2ba-20_1

clecc2ce(c1)encc2N3CC[C@@]4(C3=0)CIN@ @](Cc5c4cc(ce5)Cl)S(=0)(=0)N6CCCE

RUN158

3.42

0.47

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-7587a9ee-3_2

CS(=0)(=0)[N@]1Cc2ccc(cc2[C@]3(C1)CCN(C3=0)c4cncc5e4ccecs)Cl

RUN49

3.42

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-40ad851a-1_5

RUN463

3.46

0.81
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MAT-POS-50a80394-5 1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CCIC@@HILCN(C(=0)[C@@]12CIN@@H]

MAT-POS-50a80394-5_1

1)CC(=0)NC)

RUN172

3.50

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CNC(=0)CIN@H+]1C

ALP-POS-afe0272e-1_2

@]3(C1)CCN(C3=0; el

RUN111

3.50

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CCIN@I(C)S(=0)(=0)IN@@]1C

ALP-POS-ecbed2ba-18 2

@]3(C1)CCN(C3=0 1

RUN152

3.51

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee81482e-3_2

CINH+](C)C[C@H](C

4c0(ccS)CI)S(=0)(=0)CCH(CCEICHN)O

RUN455

3.53

0.54

-79-
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PET-UNK-94036022-10_1

e

MAT-POS-853c0ffa-12 1

OH

z

o

A

MAT-POS-50a80394-4 1

&go
..

Ne
(o]

4
(@]

—

\t

J‘O\

e

1\
W

MAT-POS-69786b79-2_1

o,

HJ\
(o] NH

<

z,

o

OS%

N
Hl
o NH

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-94036022-10_1

clecc2ce(c1)encc2N3CC[C@@]4(C3=0)CIN@ @](Cc5e4ce(ce5)Cl)S(=0)(=0)CCH(CCE)CI

RUN225

3.54

0.38

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-853c0ffa-12_1

RUN409

3.54

0.42

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-50a80394-4 1

C[C@@H]1CN(C(=0)[C@@]12C[N@@H+] 1)CC(=0)NC]

RUN121

3.56

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-69786b79-2_1

clcec2c(c1)encc2N3CC[C@@]4(C3=0)C[N@@H+](Cc5c4cc(ce5)Cl)CC(=0)NC6CCE

RUN161

3.56

0.30
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MAT-POS-1d5ab790-1_1

EDJ-MED-ee81482e-4 2

s

ALP-POS-ecbed2ba-7 2

<

W
S—
N
X,
o

@

MAT-P0OS-40ad851a-2_3

2
Y
e
Qt
QA

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-1d5ab790-1_1

RUN316

3.57

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee81482e-4_2

4=0)CIN@](CcbeSce(cc6)CI)S(=0)(=0)CCT(CCTICHN

RUN432

3.58

0.83

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ecbed2ba-7_2

CNC(=0)CL(CCHIN@H+]

@4(C2)CCN(C4=0;

RUN139

3.58

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-40ad851a-2_3

RUN450

3.58

0.63
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EDJ-MED-5¢d3920d-5 1

q \>N SMILES:

N

RS RUN:

R
Q/N' % DDG (kcal/mol):
5 ( dDDG (kcal/mol):

E

CID:

EDJ-MED-5cd3920d-5_1

clece2c(c1)ence2N3CCIC@@14(C3=0)CIN@ @)(Ce5eacc(ce5)Cl)S(=0)(=0)CCH(CCE)C(FIF

RUN342

3.59

0.46

EDJ-MED-ee81482e-3 1
\,

/
X SMILES:
o
ot
= RUN:
* . DDG (kcal/mol):
N' L2
JQN dDDG (kcal/mol):

CID:

EDJ-MED-ee81482e-3_1

RUN452

3.59

0.55

LUO-POS-b4dec3be-2 2

E
Q/ \fN SMILES:

N
RUN:

Qg
2y

(0]

(I

DDG (kcal/mol):

dDDG (kcal/mol):

-—
I

CID:

LUO-POS-b4dec3be-2_2

CNC(=0)C[N@H+]1C @]3(C1)CCN(C3=0; )Cl

RUN128

3.59

0.20

ALP-POS-ecbed2ba-2 1

:\$~\>N SMILES:

o

Q%
W RUN:
Q/Nv ”

DDG (kcal/mol):

z,

dDDG (kcal/mol):

CID:

ALP-POS-ecbed2ba-2_1

Ja(Ca= 4c0(ccS)CI)S(=0)(=0)CCH(CCS(=0)(=0)CCEICHN

RUN419

3.59

0.44

-82-
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EDJ-MED-b6c6ee2b-3 2

'O
N' Z)
4
o
—
-—

N

ALP-POS-4483ae88-1_1

S—

ALP-POS-ecbed2ba-13 1

<

s

&
40
N' ]
4
(e]

z

o

N

ALP-POS-ecbed2ba-6 1

Q/ W

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-b6c6ee2b-3_2

COclccc2ence(c2c1)N3CC[C@@]4(C3=0)C[N@](Cc5edee(ce5)Cl)S(=0)(=0)CCH(CCB)C#N

RUN377

3.60

0.45

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-4483ae88-1_1

clece2c(cl)encc2N3CC[C@@]4(C3=0)CNS(=0)(=0)c5c4cc(cc5)Cl

RUNS1

3.61

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ecbed2ba-13 1

CC(C)(CS(=0)(=0)IN@@]1C @]3(C1)CCN(C3=0} ICHN

RUN254

3.64

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ecbed2ba-6_1

COC1(CC1)CS(=0)(=0)N@@]2C: @]4(C2)CCN(C4=0 ]

RUN243

3.65

0.34
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EDJ-MED-ede5c6cb-1 1

MAT-POS-b4d6b7fc-7_2

H
N

ALP-POS-ecbed2ba-5 1

o
an
- »
w
o
A\
 S—

O:/
N
H

(e}

o

by

q \fN

N

o

J

o

.

[¢]
L2

°
¢
o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ede5c6¢cb-1_1

CS(=0)(=0)Nc1cce2e(c1)encc2N3CC[C@@]4(C3=0)CCS(=0)(=0)c5cdce(ce5)Cl

RUN176

3.67

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-b6c6ee2b-2_1

CNC(=0)CIN@@H+]1C @]3(C1)CCN(C3=0 occl

RUN178

3.67

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-b4d6b7fc-7_2

CNC(=0)C[N@H+]1Cc2ccc(cc2[C@]3(C1)CCN(C3=0)c4cnce5eaccee(c5)NS(=0)(=0)C)Cl

RUN322

3.69

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ecbed2ba-5 1

RUN308

3.70

0.82
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MAT-POS-853c0ffa-15 2
\

» O

EDJ-MED-94fddcec-5 1

\ » O
>
o‘t

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-853c0ffa-15_2

€S(=0) )S(=0)(=

RUN403

3.73

0.59

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-853c0ffa-17_2

CC1(CC1)CS(=0)(=0)N@]2C« @4(C2)CCN(C4=0; Icl

RUN237

3.76

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIK-ENA-5d9157e9-1_2

clece2c(c1)ence2NSCC[C@@14(C3=0)CIN@](Ce5edcc(ce5)Cl)S(=0)(=0)CCB(CCE)CHN

RUN259

3.82

0.45

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-94fddcec-5_1

CS(=0)(=0)clcec2¢(c1)encc2N3CC[C@@14(C3=0)CCS(=0)(=0)c5e4cc(cc5)Cl

RUN101

3.82

0.15
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MAT-POS-853c0ffa-6_1

MAT-POS-853c0ffa-6_1

RUN350

3.85

0.54

CID:
SMILES:
ag)
N RUN:
K&
O\/N' 2 DDG (kcal/mol):
=\ dDDG (kcal/mol):
EDJ-MED-b6c6ee2b-2_2 oD
\O
\, SMILES:

N

.‘&o RUN:

o
N DDG (kcal/mol):

l dDDG (kcal/mol):

EDJ-MED-b6c6ee2b-2_2

CNC(=0)C[N@H+]1C @]3(C1)CCN(C3=0; oC)Cl

RUN171

3.86

0.23

MAT-POS-853c0ffa-16_2
\

» O
>

SMILES:
N
RUN:

N
,&O

‘\
O\/N ,0 DDG (kcal/mol):
L
O"&
o\ dDDG (kcal/mol):

CID:

MAT-POS-853c0ffa-16_2

(=0)(=0)IN@]2Cc3ccc Y=o))c!

RUN407

3.87

0.43

MAT-POS-69786b79-4 1

;_\:N SMILES:
N

RS

|8
”;L DDG (kcal/mol):
(] NH
N-:/b dDDG (kcal/mol):

RUN:

(e]

CID:

MAT-POS-69786b79-4_1

clece26(c1)ence2N3CCIC@@14(C3=0)CIN@ @H+](CeSedcc(ce5)CI)CC(=0)NCH(CCE)CHN

RUN268

3.88

0.30
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MAT-POS-853c0ffa-14 2

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-853c0ffa-14_2

COC1(CC1)CS(=0)(=0)IN@]2C

@]4(C2)CCN(C4=0 |

RUN309

3.88

0.48

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-7e9559de-4 1

clcee2c(c1)encc2N3CC[C@@14(C3=0)C[N@@H+](Ce5e4cc(ce5)Cl)Cebnness

RUN114

3.91

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-50a80394-7_1

CCL(CN(C(=0)[C@@]12C[N@@H+]|

1)CC(=0)NC;}

RUN169

3.91

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-50a80394-8 2

CC1(CN(C(=0)[C@@]12C[N@](Cc3c2cc(ce3)Cl)S(=0)(=0)CC4(CC4)C#N)c5enecbe5ecces)C

RUN367

3.91

0.52
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EDJ-MED-b6c6ee2b-1 2

o}

_ Q}
\ . =
.

EDJ-MED-d4864bdc-3_1

q/ !

\

MAT-POS-853c0ffa-5 1

S

N
.,& o

\o*
N gD
«

4
(e]

EDJ-MED-8bb691af-4 2

e

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-b6c6ee2b-1_2

CNC(=0)CIN@H+1C @]3(C1)CCN(C3=0 OCCINH+(C)C)CI

RUN395

3.93

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-d4864bdc-3_1

clcec2c(cl)encc2N3CC[C@ @]4(C3=0)CCS(=0)(=0)c5c4cc(cc5)Cl

RUNS35

3.94

0.13

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-853c0ffa-5_1

RUN299

3.94

0.42

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-8bb691af-4_2

CNC(=0)C[N@H+]1Cc2ccc(cc2[C@]3(C1)CCN(C3=0)c4cncc5cacecc5)Cl

RUNG9

3.95

0.21

-88 -



sprint-11-2021-12-26-P1800_0A-dimer-neutral-unrestrained

EDJ-MED-7e491f08-1 2

@
o
b2

N
s
[¢]

—
- N

MAT-POS-853c0ffa-8 2

E

ag)

]

‘Q
(0]
N . o)
Y
[¢]
[¢]

MAT-POS-853c0ffa-20_2

OH

L
T

—

N

X

@S

N
v
*
o

o

A\t
(e)
L7

1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-7e491f08-1_2

RUN376

3.98

0.61

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-853c0ffa-15_1

RUN401

3.99

0.55

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-853c0ffa-8_2

COC1(CC1)CS(=0)(=0)N@]2Cc3ccc(ce3[C@I4(C2)CCN(C4=0)c5encetese(ce(cB)F)CCI

RUN361

4.03

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-853c0ffa-20_2

CC1(CC1)CS(=0)(=0)[N@]2C:

@]4(C2)CCN(C4=0 (©)(C)0)CI

RUN392

4.04

0.53
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EDJ-MED-al2e3a20-1_2

AR

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-al2e3a20-1_2

cleee2c(c1)ence2N3CC(=0)[C@@]4(C3=0)CIN@](Ce5ece(ce5)CN)S(=0)(=0)CCH(CCE)CHN

RUN332

4.04

0.51

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-50a80394-6_1

CC(C)[C@@HIICN(C(=0)[C@@]12CIN@@H+] )CC(=O)NC,

RUN220

4.04

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIK-ENA-5d9157e9-1_1

clece2¢(c1)ence2N3CCIC@@]4(C3=0)CIN@@](Ce5eace(ce5)Cl)S(=0)(=0)CCH(CCE)CHN

RUN262

4.07

0.46

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-94fddcec-4_1

clcec2c(cl)encc2N3CC[C@ @]4(C3=0)CCS(=0)(=0)c5c4cc(cc5)Cl

RUN41

4.13

0.16
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LUO-POS-b4dec3be-1 2

Q/ W

MAT-POS-853c0ffa-11 2

OH

S—
ogo
K
N,
¢
[e]
—
-_— N

ALP-POS-ecbed2ba-11 1

<

N

RS

&
o
N' Py
Y
[¢]

z

o

!

e2)

o

ALP-POS-ecbed2ba-14 2

q} W

A

H\/ILN/\\\

"rz
o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LUO-POS-b4dec3be-1_2

CNC(=0)C[N@H+]1C @]3(C1)CCN(C3=0; )Cl

RUN129

4.15

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-853c0ffa-11_2

RUN413

4.16

0.45

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ecbed2ba-11 1

RUN381

4.16

0.67

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ecbed2ba-14 2

clecc2c(c1)encc2N3CC[C@@]4(C3=0)C[N@H+](CcSedcc(ce5)Cl)CC(=0)NCCHN

RUN141

4.20

0.26
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MAT-POS-853c0ffa-19_2

_r~ 'Q\j)
\ . =
A

(0]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-853c0ffa-19_2

-0)(= N(C4=0) CINHA(C)C)C!

RUN426

4.23

0.56

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-50a80394-6_3

CC(C)[IC@@H]LCN(C(=0)[C@@]12CIN@H+](C )CC(=O)NC)

RUN223

4.23

0.41

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ecbed2ba-14 1

clcec2c(c1)ence2N3CC[C@@]4(C3=0)C[N@@H+](Cc5e4cc(ce5)Cl)CC(=0)NCCHN

RUN153

4.27

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-98c0a822-1_2

CNC(=0)C1(CCC1)[N@]2C[C@]3(CCN(C3=0)c4cnccsedccees)cbec(cecc6S2(=0)=0)Cl

RUN330

4.27

0.39

-92-



sprint-11-2021-12-26-P1800_0A-dimer-neutral-unrestrained

LUO-POS-868e8996-12_1

as

z

ALP-POS-44833e88-2_1

3

v'L

MAT-P0OS-40ad851a-3 2

\_NHQ;\N
4 X

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LUO-POS-868e8996-12_1

CNC(=0)CIN@@H+]1C @]3(C1)CCN(C3=0;

RUNT79

4.27

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-4483ae88-2_1

CNC(=0)C[N@@]1C[C@]2(CCN(C2=0)c3cnccac3eceed)c5ec(cee5S1(=0)=0)Cl

RUN138

4.28

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-40ad851a-3_2

)S(=0)(=

RUN466

4.29

0.64

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-50a80394-5_3

CCIC@@H]ICN(C(=0)[C@@]12CIN@H+](C 1)CC(=O)NC,

RUN173

4.29

0.22

-93-



sprint-11-2021-12-26-P1800_0A-dimer-neutral-unrestrained

MAT-POS-b4d6b7fc-6_2

Cb

e

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-b4d6b7fc-6_2

CNC(=0)CIN@H+]1C

@]3(C1)CCN(C3=0} cl

RUN104

4.29

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-d7486dd1-1_2

Cclec(cc2elc(enc2)N3CC[C@@]4(C3)CCOc5c4cc(ce5)Cl)S(=0)(=0)C

RUNS6

4.30

0.12

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-853c0ffa-16_1

RUN400

4.30

0.38

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LUO-POS-868e8996-11_2

CNC(=0)C[N@H+]1Cc2ccc(cc2[C@]3(C1)CCN(C3=0)c4cncc5cacecc5)Cl

RUNB84

4.32

0.26

-94 -
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MAT-POS-50a80394-7_2

MAT-POS-40ad851a-1 2

-

-G

‘.O
N' 7}
¢
(o]

MAT-POS-c7726e07-5_2

e

EDJ-MED-98c0a822-2_2

N

=0

: O
(\J
O
N
» .,
(6]

IZ\

)

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-50a80394-7_2

CCL{CN(C(=0)[C@@]12CIN@H+](C )CC(=0)NC.

RUN179

4.34

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-40ad851a-1_2

RUN480

4.35

0.76

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-c7726e07-5_2

CNC(=0)C[N@H+]1Cc2ccc(cc2[C@]3(C1)CCN(C3=0)c4cncc5cacecc5)Cl

RUN74

4.36

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-98c0a822-2_2

CNC(=0)C1(COC1)[N@]2C[C@]3(CCN(C3=0)cdcnccseaccecs)cbec(ccc6S2(=0)=0)Cl

RUN334

4.36

0.27

-95-



sprint-11-2021-12-26-P1800_0A-dimer-neutral-unrestrained

MAT-POS-c7726€07-6_1

EDJ-MED-b6c6ee2b-1 1

o}

_ Q}
\ . =
.

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-c7726e07-6_1

CNC(=0)CIN@@H+]1C @]3(C1)CCN(C3=0;

RUNT78

4.38

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-1d5ab790-2_2

CNC(=0)CIN@H+]1C @]3(C1)CCN(C3=0;} cl

RUN112

4.42

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-d7486dd1-1_1

Cclec(cc2elc(ecnc2)N3CC[C@@]4(C3)CCOc5c4cc(ce5)Cl)S(=0)(=0)C

RUNS3

4.48

0.11

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-b6c6ee2b-1_1

CNC(=0)C[N@@H+]1C @]3(C1)CCN(C3=0; OCC[NH+](C)C)CI

RUN383

4.48

0.38

-96 -
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EDJ-MED-f9b78f78-4_1

\ SMILES:

RUN:

DDG (kcal/mol):

\*
NH

SNy dDDG (kcal/mol):

CID:

EDJ-MED-f9b78f{78-4_1

clece2c(cl)encc2N3CC[C@@]4(C3=0)CNS(=0)(=0)c5c4cc(cc5)Cl

RUNS2

4.49

0.16

MAT-P0OS-853c0ffa-12_2

OH

- SMILES:

.&O RUN:

o
(e]
Ne )
¢
o
JO

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

MAT-POS-853c0ffa-12_2

)S(=0)(=

RUN404

4.49

0.50

LUO-POS-b4dec3be-2 1

N
.‘&o RUN:
@/
v
H o,
O*NH

| dDDG (kcal/mol):

— CID:

SMILES:

DDG (kcal/mol):

LUO-POS-b4dec3be-2_1

CNC(=0)CIN@@H+]1C

@]3(C1)CCN(C3=0 |

RUN130

4.50

0.28

MAT-POS-853c0ffa-17 1

Cb
‘N&o RUN:

o« DDG (kcal/mol):

4
o

SMILES:

dDDG (kcal/mol):

CID:

MAT-POS-853c0ffa-17_1

CC1(CC1)CS(=0)(=O)I @]4(C2)CCN(C4=0 el

RUN232

451

0.33

-97-
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EDJ-MED-ee81482e-1 2

\:( O Q_\)

.,& o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee81482e-1_2

RUN430

4.53

0.49

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-98c0a822-2_1

CNC(=0)C1(COC1)[N@@]2C[C@]3(CCN(C3=0)c4cncc5c4ccees)cbec(ccc6S2(=0)=0)Cl

RUN333

454

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-50a80394-4 3

CIC@@HILCN(C(=0)[C@@]12CIN@H+](C ))CC(=ONC

RUN119

4.62

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-94036022-6_1

RUN380

4.64

0.33

-08 -
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ALP-POS-41e2080f-1_1

,&o

Y
Ne 77
°

¢

(]

MAT-POS-40ad851a-1_7
4

E)’ \

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-41e2080f-1_1

clcec2c(cl)encc2N3CC[C@ @]4(C3=0)CCS(=0)(=0)c5c4cc(cc5)Cl

RUNA46

4.66

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-a6bab6fb-1_1

Cclccec2clce(cnc2)N3CC[C@@]4(C3)CCOc5c4cc(ceS)Cl

RUN16

4.67

0.08

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ecbed2ba-22_2

cleec2ce(c1)ence2N3CC[C@@]4(C3=0)C[N@](Cc5cedce(ce5)Cl)S(=0)(=0)CCH(CCE)CCHN

RUN311

4.70

0.41

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-40ad851a-1_7

RUN477

4.73

0.66

-99 -
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EDJ-MED-8bb691af-7_2

ALP-POS-afe0272e-1 1

\

—

3

W
N
H e,

(0] lilH
MAT-POS-c7726€07-5 1

<

3

W
N
H e,

J\
(o] NH

ALP-POS-ecbed2ba-7 1

N
,&o

=

z

z

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-8bb691af-7_2

CNC(=0)CN1C[C@]2(CCN(C2)c3cncc4c3ccced)c5ec(ccc5C1=0)Cl

RUN70

4.77

0.12

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-afe0272e-1_1

CNC(=0)CIN@@H+]1C

@]3(C1)CCN(C3=0) Cl

RUN107

4.81

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-c7726e07-5_1

CNC(=0)CIN@@H+]1C @]3(C1)CCN(C3=0;

RUNT77

4.84

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ecbed2ba-7_1

CNC(=0)C1(CC1)IN@@H+]

@]4(C2)CCN(C4=0

RUN148

4.84

0.16

- 100 -
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MAT-POS-983b399a-2_1

EDJ-MED-8bb691af-7_1

C\b
<

z

L)

[¢] lilH
MAT-POS-853c0ffa-6_2

E

e

N

N
,&o
‘\
QO
N' £
*
o
—
- N

ALP-POS-ecbed2ba-19 3

—

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-983b399a-2_1

clcec2c(cl)encc2N3CC[C@@]4(C3)CCOc5c4cc(ce5)Cl

RUN1

4.87

0.08

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-8bb691af-7_1

CNC(=0)CN1C[C@]2(CCN(C2)c3cncc4c3ccced)c5ec(ccc5C1=0)Cl

RUN73

4.87

0.11

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-853c0ffa-6_2

RUN354

4.88

0.55

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ecbed2ba-19 3

CIN@@](CCO)S(=0)(=O)IN@]1C

@]3(C1)CCN(C3=0;

RUN221

4.89

0.73

- 101 -
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MAT-POS-b4d6b7fc-5_1

Q/ W

PET-UNK-94036022-10_2

e

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-b4d6b7fc-5_1

CNC(=0)CIN@@H+]1C

@]3(C1)CCN(C3=0 |

RUN99

4.92

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-94036022-10_2

cleee2c(c1)encc2N3CCIC@ @J4(C3=0)CIN@)(Ce5e4cc(ceS)Cl)S(=0)(=0)CCH(CCE)CI

RUN216

4.93

0.49

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-94036022-6_2

C=C1C(=0)[C@J2(CING)(Ce3e2ce(ce3)C)S(=0)(=0)CCA(CCACHN)C(=0)N1c5enceseseeccs

RUN382

4.94

0.49

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee81482e-5_1

RUN458

4.96

0.42

- 102 -
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MAT-P0OS-853c0ffa-18 1

MAT-POS-69786

Ry

b79-1 1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-853c0ffa-18_1

CC1(CC1)CS(=0)(=0)[N@@]2Cc3cce(cc3[C@]4(C2)CCN(C4=0)c5cnce6e5e(ce(c6)F)CI)CI

RUN313

4.97

0.41

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-69786b79-1_1

CNC(=0)C1(CC1)IN@@H+] @]4(C2)CCN(C4=0

RUN157

4.97

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-7e9559de-1_2

clcee2c(c1)encc2N3CC[C@@14(C3=0)C[N@H+](Cc5e4ce(ce5)Cl)Cebnness

RUN117

4.99

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-8bb691af-2_3

clece2e(c1)ence2N3CC[C@@14(C3)CIN@](Ce5eacc(ce5)Cl)S(=0)(=0)CCH(CCH)CHN

RUN193

4.99

0.33

- 103 -
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MAT-POS-69786079-2 2

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

dDDG (kcal/mol):

CID:

MAT-POS-69786b79-2_2

clecc2c(c1)encc2N3CC[C@@]4(C3=0)C[N@H+](Cc5edec(ce5)Cl)CC(=0)NC6CCo

RUN162

5.01

0.23

\§ SMILES:
RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

MAT-POS-38eb6498-3_1

CNC(=0)C[N@@H+]1C @]3(C1)CCN(C3=0

OCCINHH(C)O)CI

RUN379

5.01

0.32

MAT-POS-96396902-1_1

%N SMILES:

\§o RUN:

S
oy

‘=N'

z,

L4

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

MAT-POS-96396902-1_1

clcce2c(c1)encc2N3CC[C@@14(C3=0)C[N@@H+](Cc5e4cc(ce5)Cl)Cebnness

RUN126

5.03

0.18

ALP-POS-ecbed2ba-11 2

<

N

SMILES:

()
L4

° RUN:

&
o
N' Py
Y
[¢]

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

ALP-POS-ecbed2ba-11 2

)S(=0)(=

RUN388

5.07

0.57

-104 -
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MAT-POS-69786b79-4_2

LUO-POS-868e8996-11_1

e

O

3

W
N*
H l'[
[¢] NH

MAT-POS-38eb6498-5 1

&go
oy

z

L4

EDJ-MED-e78d5fla-1 2

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-69786b79-4_2

cleee2c(c1)encc2N3CC[C@@J4(C3=0)CIN@H+](Ce5edcc(ce5)CI)CC(=0)NCH(CCE)CHN

RUN275

5.07

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LUO-POS-868e8996-11_1

CNC(=0)CIN@@H+]1C @]3(C1)CCN(C3=0;

RUNS81

5.10

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-38eb6498-5_1

CNC(=0)C[N@@H+]1C @]3(C1)CCN(C3=0; (=O)NC)CI

RUN265

5.13

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-e78d5fla-1_2

clec2encc(c2¢(c1)CIIN3CC[C@@]4(C3)CCOc5c4ce(cc5)Cl

RUN14

5.15

0.08

- 105 -
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MAT-POS-69786b79-3_2

EDJ-MED-8bb691af-4 1

e

@Y
(o] lilH
EDJ-MED-5¢d3920d-5 2

<

<

S
)
,0
Ne. 7
¢
o
F

E

z

o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-69786b79-3_2

CC1(CCINC(=0)CIN@H+]2C: @]4(C2)CCN(C4=0 ]

RUN217

5.16

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-50a80394-8 1

RUN371

517

0.54

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-8bb691af-4_1

CNC(=0)CIN@@H+]1C

@]3(C1)CCN(C3=0;

RUN71

5.20

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-5cd3920d-5_2

clcee2e(c1)encc2N3CC[C@@]4(C3=0)C[N@](Cc5edcc(ce5)Cl)S(=0)(=0)CC6(CCE)C(F)F

RUN346

5.20

0.41

- 106 -
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MAT-POS-853c0ffa-7_2

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-853c0ffa-7_2

COC1(CC1)CS(=0)(=0)N@]2C: @]4(C2)CCN(C4=0) el

RUN302

5.23

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-8bb691af-1_4

CNC(=0)C[N@H+]1Cc2ccc(cc2[C@]3(C1)CCN(C3)c4cncc5eaccecs)Cl

RUNG61

5.25

0.15

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-3656d29d-1_4

Cclccec2elc(enc2)N3CC[C@@]4(C3)CIN@H+](CeScdee(cc5)Cl)CC(=0)NC

RUN76

5.26

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-159244ea-2_2

clcec2c(cl)encc2N3CC[C@@]4(C3)CCOc5c4cc(ce5)Cl

RUN2

5.27

0.08
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EDJ-MED-a6bab6fb-1_2

O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-a6bab6fb-1_2

Cclccec2clce(cnc2)N3CC[C@@]4(C3)CCOc5c4cc(ceS)Cl

RUNS

5.29

0.08

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-c7726e07-6_2

CNC(=0)C[N@H+]1Cc2ccc(cc2[C@]3(C1)CCN(C3=0)c4cncc5cacecc5)Cl

RUNB82

5.29

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ecbed2ba-12_1

clcee2e(c1)encc2N3CC[C@@]4(C3=0)C[N@@H+](Cc5c4cc(ce5)Cl)CC(=0)NCC6CCE

RUN204

5.29

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-8bb691af-2_1

clcee2e(cl)encc2N3CC[C@@]4(C3)CIN@@)](CcSedcc(ce5)Cl)S(=0)(=0)CCH(CCH)CHN

RUN191

5.29

0.31
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sprint-11-2021-12-26-P1800_0A-dimer-neutral-unrestrained

PET-UNK-94036022-13 2

EDJ-MED-f3cfbbb5-1_2

EDJ-MED-5¢d3920d-6_2

e

o

&so
..

¢
o

z

z

E

EDJ-MED-8bb691af-1 2

<

N

A

\)
a&
N
Hl
¢} NH

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-94036022-13 2

C=C1C(=0)[C@J2(CIN@)(Ce3e2ce(ce3)C)S(=0)(=0)CCA(CCACHN)C(=0)N1c5enceseseeccs

RUN386

5.30

0.44

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-f3cfbbb5-1_2

Cclccec2clce(cnc2)N3CC[C@@]4(C3)COCc5c4cc(ccS)Cl

RUN12

5.33

0.07

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-5cd3920d-6_2

clecc2c(c1)ence2N3CC[C@@]4(C3=0)C[N@](Ce5cdcc(ce5)Cl)S(=0)(=0)CC6(CCB)C(F)(F)F

RUN370

5.35

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-8bb691af-1_2

CNC(=0)C[N@H+]1Cc2ccc(cc2[C@]3(C1)CCN(C3)c4cncc5eaceccs)Cl

RUNS7

5.39

0.16
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sprint-11-2021-12-26-P1800_0A-dimer-neutral-unrestrained

EDJ-MED-159244ea-2_1

O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-159244ea-2_1

clcec2c(cl)encc2N3CC[C@@]4(C3)CCOc5c4cc(ce5)Cl

RUN3

541

0.08

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-94036022-9_2

CH#CC1(CC1)CS(=0)(=0)IN@]2C @]4(C2)CCN(C4=0 1

RUN285

541

0.50

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-e78d5fla-1_1

clec2encc(c2¢(c1)CIIN3CC[C@@]4(C3)CCOc5c4ce(cc5)Cl

RUN15

5.43

0.07

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ecbed2ba-13 2

CC(C)(CS(=0)(=0)N@1LC @]3(C1)CCN(C3=0 CHN

RUN246

5.46

0.42
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sprint-11-2021-12-26-P1800_0A-dimer-neutral-unrestrained

MAT-POS-38eb6498-1_2

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-38eb6498-1_2

CINH#O) )S(=0)(=

RUN444

5.52

0.61

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-8bb691af-2_4

clece2e(c1)ence2N3CC[C@@14(C3)CIN@](Ce5edcc(ce5)Cl)S(=0)(=0)CCH(CCH)CHN

RUN196

5.52

0.41

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-69786b79-3_1

CC1(CC1)NC(=0)CIN@@H+] @]4(C2)CCN(C4=0 1

RUN206

5.52

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-f3cfbbb5-1_1

Cclccec2clce(cnc2)N3CC[C@@]4(C3)COCc5c4cc(ccS)Cl

RUN11

5.53

0.07
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sprint-11-2021-12-26-P1800_0A-dimer-neutral-unrestrained

EDJ-MED-98c0a822-1_1

A\ SMILES:

—

N .
‘&O RUN:

DDG (kcal/mol):

J

\*
N\ 7
N N
< H
/ \)
0* ‘o

dDDG (kcal/mol):

CID:

EDJ-MED-98c0a822-1_1

CNC(=0)C1(CCC1)IN@@]2C[C@]3(CCN(C3=0)c4cncc5edccees)ebec(cec6S2(=0)=0)Cl

RUN328

5.53

0.39

MAT-POS-983b399a-2_2

MAT-POS-983b399a-2_2

clcec2c(cl)encc2N3CC[C@@]4(C3)CCOc5c4cc(ce5)Cl

RUNO

5.60

0.07

CID:
SMILES:
A\
= RUN:
N

A
RN DDG (kcal/mol):
o dDDG (kcal/mol):
LUO-POS-b4dec3be-1_1 D

E
Q/ \fN SMILES:

N
~\\§O RUN:

3

W
N
HJ\
o NH

DDG (kcal/mol):

dDDG (kcal/mol):

LUO-POS-b4dec3be-1_1

CNC(=0)CIN@@H+]1C

@]3(C1)CCN(C3=0 |

RUN123

5.61

0.19

MAT-POS-b4d6b7fc-6_1

Cb

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

MAT-POS-b4d6b7fc-6_1

CNC(=0)CIN@@H+]1C @]3(C1)CCN(C3=0; Icl

RUN100

5.64

0.24
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sprint-11-2021-12-26-P1800_0A-dimer-neutral-unrestrained

ALP-POS-ecbed2ba-12 2

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ecbed2ba-12_2

clece2c(c1)ence2N3CCIC@@14(C3=0)CIN@H:+](Ce5edcc(ce5)Cl)CC(=0)NCC6CCH

RUN203

5.68

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-b6bce001-1_2

N3C=[NH+|[C@@J4(C3-O)CINGI(C

RUN252

5.72

0.44

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LUO-POS-868e8996-12_2

CNC(=0)C[N@H+]1Cc2ccc(cc2[C@]3(C1)CCN(C3=0)c4cncc5cacecc5)Cl

RUNS83

5.73

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-8bb691af-2_2

clcee2e(cl)encc2N3CC[C@@]4(C3)CIN@@)](CcSedcc(ce5)Cl)S(=0)(=0)CCH(CCH)CHN

RUN194

5.74

0.33
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sprint-11-2021-12-26-P1800_0A-dimer-neutral-unrestrained

EDJ-M ED'94fddceC'6_2 CID: EDJ-MED-94fddcec-6_2
- LT ‘N/
:)' S M I L ES C[N@](clccc2c(c1)encc2N3CC[C@@)4(C3=0)CCS(=0)(=0)c5c4cc(ce5)Cl)S(=0)(=0)C
\N RUN: RUN195
DDG (kcal/mol): 5.88
dDDG (kcal/mol): 0.22
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