DAR-DIA-5f57136-12_2
Y
~Z

DAR-DIA-5ff57136-13 1
NN
~Z

(0]

sprint-5-stereofix-x11498-monomer-neutral

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-5ff57136-12_2

cleee2e(cl)ence2N(CHC[C@H]3CCCN3)C(=0)[C@@H]4CCOc5eace(ce5)Cl

RUN95

-2.87

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-34f3ed0c-21_2

clcce2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)C(=0)CC[C@H]5CC(=0)NC5

RUNO

-2.78

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-5ff57136-13_1

C#CCN(clcncc2clceeec2)C(=0)[C@@H]3CCOc4c3cc(ccd)Cl

RUN92

-2.73

0.13

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-28ec730d-5_1

clcec2c(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)OCCe5e[nHInes

RUNS31

-2.64

0.23

-1-



sprint-5-stereofix-x11498-monomer-neutral

VLA-UCB-34f3ed0c-8 1

Y
O
HN o
o)
1e0
- o)
\N/NH

VLA-UCB-34f3ed0c-9 1

NN
P
e

HN
o
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(6]

g

0o

MAK-UNK-8be7dca9-6 1

HaN*
AN
2
HN (o]

MAK-UNK-3875bbc8-2_1

AN
Z
N 0

7~

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-34f3ed0c-8_1

clccc2e(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)C(=0)CCesec[nH]nS

RUN76

-2.63

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-34f3ed0c-9_1

clccc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)C(=0)CCese[nH]c(=0)05

RUNT72

-2.59

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-8be7dca9-6_1

clecc(c2ence(c2c1)NC(=0)[C@@H]3CCOc4c3cc(cc4)Cl)CN

RUN42

-2.27

0.09

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-3875bbc8-2_1

CN(clcncc2clceec2)C(=0)[C@@H]3CCOc4c3cc(ccd)Cl

RUN49

-2.21

0.07

2.



sprint-5-stereofix-x11498-monomer-neutral

DAR-DIA-5ff57136-17_1

]

Br (6]

O

NAU-LAT-b7d8c353-8 1

HaN*
AN
2
HN (o]
é@

JOH-SUS-a69¢159d-6_1

F
©;L1
~Z
F
HN o
5@

VLA-UCB-34f3ed0c-21_1

AN
O
HN
o
1

o
N
H

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-5ff57136-17_1

clecc2ce(cl)ence2N(CC#CBr)C(=0)[C@@H]3CCOc4c3cc(cc4)Cl

RUNG9

-2.17

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

NAU-LAT-b7d8c353-8_1

clecc(c2ence(c2c1)NC(=0)[C@@H]3CCOc4c3cc(cc4)Cl)CN

RUN41

-2.17

0.09

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-SUS-a69¢159d-6_1

clcecc2ce(cl)c(c(nc2F)F)NC(=0O)[C@@H]3CCOc4c3cc(cc4)Cl

RUN70

-2.13

0.05

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-34f3ed0Oc-21_1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cec(ced)Cl)C(=0)CC[C@@HISCC(=0)NCS

RUN27

-2.10

0.31

-3-



sprint-5-stereofix-x11498-monomer-neutral

JOH-SUS-a69¢159d-7_1

F

NN
b

F F

HN (0]

EDJ-MED-e4b030d8-6_1
Y
Z

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

EDJ-MED-28ec730d-2_1
NN
Z

HN o

/OJ

DAR-DIA-0d514e7d-4_1

s

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-SUS-a69¢159d-7_1

clcc2c(cclF)c(c(nc2F)F)NC(=0)[C@@H]3CCOc4c3cc(cc4)Cl

RUN71

-2.08

0.05

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-e4b030d8-6_1

CCC[C@H]1COc2cce(cc2[C@@H]1C(=0)Nc3encc4c3ccccd)Cl

RUN7

-1.75

0.10

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-28ec730d-2_1

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

RUNT77

-1.62

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-4_1

C[C@H]1COc2c(cc(cc20C3CCCC3)ClC@@H]1C(=0)Nc4cncc5c4ccees

RUN93

-1.60

0.21

-4 -



VLA-UCB-50c39ae8-1 1

MAK-UNK-8be7dca9-1 1

OH HN (@)
/)
7’,""
(@]

DAR-DIA-0d514e7d-28_1

NN
Z

BEN-BAS-5c03e89e-1 2

NN
Z

NN
Z

sprint-5-stereofix-x11498-monomer-neutral

Y
Z

HN

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-50c39ae8-1_1

CC(=0O)N(clcncc2clcecec2)C(=0)[C@@H]3CCOc4c3cc(ccd)Cl

RUN94

-1.52

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

BEN-BAS-5c03e89e-1_2

CC(C)([C@H]1COc2ccc(cc2[C@@H]1C(=0)Nc3encc4c3ccecd)Cl)O

RUN14

-1.46

0.11

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-28 1

C[C@H]1COc2ccc(cc2[C@]1(C)C(=0O)Nc3cncc4c3ceecd)Cl

RUNG

-1.37

0.09

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-8be7dca9-1 1

clcc2c(cc1CN3CCNCC3)encc2NC(=0)[C@@H]4CCOc5c4cc(cc5)Cl

RUN2

-1.33

0.12

-5-



sprint-5-stereofix-x11498-monomer-neutral

EDJ-MED-28ec730d-4_1

AN
P/
HN o -\
/’C‘
N\ _NH

(\ R N
H2N+\) /

MAK-UNK-3875bbc8-1_1

ANV
Z

O

(0]

PET-UNK-29afeag89-1_1
AN\
~Z

HN O

ﬂl‘é

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-28ec730d-4_1

clecc2c(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)OCe5c[nH]ne5

RUNG5

-1.31

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-83e0a0b4-2_1

¢1cc26(cc1CN3CCNCC3)encc2N(CCNCACNCA)C(=0)[C@@H]5CCOche5ee(ceh)Cl

RUN34

-1.28

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-3875bbc8-1_1

Cclccc2e(cl)[C@@H](CCO2)C(=0)N(C)c3cncc4c3cececd

RUNS32

-1.20

0.09

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-29afea89-1_1

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

RUN40

-1.14

0.10

-6 -



sprint-5-stereofix-x11498-monomer-neutral

JOH-SUS-a69¢159d-5 1

F
J@i)”
~Z
F
HN o

ADA-UCB-dc2b944c-16 1

ANV
~Z

HN; ;o
O

JOH-SUS-a69¢159d-2_1

F

Y

b

HN o
5@

MAK-UNK-8be7dca9-5 1

H,N* NN
A
HN 0

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-SUS-a69¢159d-5_1

clcc2c(cclF)c(cnc2F)NC(=0)[C@@H]3CCOc4c3cc(cc4)Cl

RUNS2

-1.07

0.03

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ADA-UCB-dc2b944c-16_1

CC1(C[C@H](c2cc(ccc201)Cl)C(=0)Nc3cnccdc3ccecd)C

RUN43

-0.99

0.10

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-SUS-a69¢159d-2_1

clccc2ce(cl)c(cnc2F)NC(=0)[C@@H]3CCOc4c3cc(cc4)Cl

RUNS0

-0.98

0.03

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-8be7dca9-5 1

clcc2c(cc1CN)encc2NC(=0)[C@@H]3CCOc4c3cc(ccd)Cl

RUN19

-0.96

0.08

-7-



ALP-POS-d3acb8cc-1 1

sprint-5-stereofix-x11498-monomer-neutral

NN

Z

HN 0
/5@

DAR-DIA-6a508060-10_2

NN
Z
HN o
0

JOH-UNI-f51e3bbc-4_1

MAK-UNK-8be7dca9-4 1

H.N"

O\I

/iﬂl“
Y
=~

X

O

NN
Z

HN O

O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-d3ach8cc-1_1

C[C@H]1C[C@H](c2cc(ccc201)Cl)C(=0)Nc3cnccdc3ceecd

RUN23

-0.94

0.08

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-6a508060-10_2

C[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3cnec4c3ccecd

RUN9

-0.92

0.10

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-UNI-f51e3bbc-4_1

COclc(c2ccecc2en1)NC(=0)[C@@H]3CCOc4c3cc(cc4)Cl

RUNT75

-0.91

0.13

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-8be7dca9-4 1

clcc2encce(c2ccIN3CCNCC3)NC(=0)[C@@H]4CCOc5c4cc(cc5)Cl

RUNS6

-0.90

0.08

-8-



sprint-5-stereofix-x11498-monomer-neutral

MAT-POS-8a69d52e-4 2

N

8

HN o

//,'.

(0]

EDJ-MED-e4b030d8-3_1

N

8

HN o

i

DAR-DIA-0d514e7d-8 1

MAT-POS-8a69d52e-1 4

N

8

HN o

i

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-8a69d52e-4_2

C[C@H]1COc2ccc(cc2[C@@H]1C(=0)Nc3cncc4c3ccec4)Cl

RUN13

-0.89

0.05

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-e4b030d8-3_1

C[C@H]1C[C@H](c2cc(ccc201)Cl)C(=0)Nc3cnccdc3ceccd

RUN22

-0.85

0.09

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-8_1

C[C@H]1COc2ccc(cc2[C@@H]1C(=0)Nc3cenccdc3ccecd)CHN

RUN18

-0.85

0.07

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-8a69d52e-1_4

C[C@H]1C[C@H](c2cc(ccc201)Cl)C(=0)Nc3cenccdc3ceecd

RUN21

-0.83

0.09

-9-



sprint-5-stereofix-x11498-monomer-neutral

JAG-UCB-706446eb-4 1
NN

NN

(0]

ALP-POS-477dc5b7-3 1
ANV
Z

HN (@]

D /llu

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JAG-UCB-706446€eb-4_1

CCOC(=0)CC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nec3encecdc3ccecd

RUN1

-0.82

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-25_1

C[C@H]1COc2c(cc(cc20C)CI)[C@]1(C)C(=0)Nc3enccac3ccecd

RUN73

-0.82

0.13

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-e4b030d8-11_1

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

RUN12

-0.81

0.06

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-477dc5b7-3_1

clecc2c(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)CCC5CCh

RUNO96

-0.78

0.21




sprint-5-stereofix-x11498-monomer-neutral

EDJ-MED-e4b030d8-13_1

NN
Z
H o

N
ottt
(0]

MAK-UNK-8be7dca9-7_1

NN
0 Z
o HN o

BEN-BAS-5c03e89e-1 1

NN
Z
on MN o
%

DAR-DIA-0d514e7d-1_1

O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-e4b030d8-13_1

C[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3cnec4c3ceecd

RUN8

-0.68

0.09

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-8be7dca9-7_1

clcc2ence(c2cc1C(=0)0)NC(=0)[C@@H]3CCOc4c3cc(cc4)Cl

RUN29

-0.65

0.08

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

BEN-BAS-5c03e89e-1_1

CC(C)([C@@H]1COc2cce(cc2[C@@H]1C(=0)Ne3enccac3ccee4)Cl)O

RUN97

-0.56

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-1_1

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

RUNT79

-0.54

0.11

-11 -



sprint-5-stereofix-x11498-monomer-neutral

BEN-DND-c852¢98b-4 1

NN
Z

HN; ;O
(0]

DAR-DIA-23e5a6a0-2_1
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HNE ;O
O
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b,
N*
%

BEN-DND-c852¢98b-1_1

NN
Z
Z
HN 0

o

PET-UNK-29afea89-2_1

Y
Z
(%j

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

BEN-DND-c852c98b-4_1

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

RUNS3

-0.53

0.04

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-23e5a6a0-2_1

clcee2e(c1)ence2NC(=0)[C@@H]3CCOc4c3cc(cc40[C@@H]5CCEH(N5)CCCB)Cl

RUNS81

-0.52

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

BEN-DND-c852c98b-1_1

clcc2ence(c2cc1C#N)NC(=0)[C@@H]3CCOc4c3cc(cc4)Cl

RUN25

-0.47

0.04

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-29afea89-2_1

CO[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3cnccac3ceecd

RUNSS5

-0.45

0.13

-12 -



sprint-5-stereofix-x11498-monomer-neutral

DAR-DIA-6a508060-3_1

AN
Z
HN 0
N
é@f//
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F
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O:)“
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F
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@:}N
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L

HN O
F
O

MAT-POS-8a69d52e-1_3

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-6a508060-3_1

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

RUN26

-0.39

0.06

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-696356e4-1_1

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

RUN20

-0.16

0.03

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

BEN-DND-c852c98b-6_1

clcc2ence(c2cc1OC(F)F)NC(=0)[C@@H]3CCOc4c3cc(ccd)Cl

RUNS3

-0.15

0.06

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-8a69d52e-1_3

C[C@@H]1C[C@H](c2cc(ccc201)Cl)C(=0)Nc3cnccdc3ccecd

RUNS37

-0.15

0.04

-13 -



sprint-5-stereofix-x11498-monomer-neutral

EDJ-MED-e4b030d8-2_1

AN
Z

HN 0
. L)
\\ o

BEN-DND-c852c98b-5_1

NN
o)
[\ y/
R\
o HN; ;o

MAK-UNK-8be7dca9-2 1

0
H,N
NN
o Z
0

AN
Z

HN 0
. L)
\\ o

HN; ;O

ALP-POS-d3acb8cc-4 1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-e4b030d8-2_1

C[C@@H]1C[C@H](c2cc(ccc201)Cl)C(=0)Nc3cnccdc3ccecd

RUNS36

-0.15

0.04

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

BEN-DND-c852c98b-5_1

CS(=0)(=0)clcec2ence(c2c1)NC(=0)[C@@H]3CCOc4c3cc(ccd)Cl

RUNS54

-0.13

0.08

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-8be7dca9-2_1

clcc2c(cc1CC(=0)N)encc2NC(=0)[C@@H]3CCOc4c3cc(cc4)Cl

RUNS9

-0.08

0.09

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-d3ach8cc-4 1

C[C@@H]1C[C@H](c2cc(ccc201)Cl)C(=0)Nc3cnccdc3ccecd

RUNSS8

-0.05

0.05

-14 -



sprint-5-stereofix-x11498-monomer-neutral

NAU-LAT-0543f7f2-10_2

NH

MAT-POS-f7918075-1 1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

NAU-LAT-0543f7f2-10_2

CC(=0)NCCOclcc(cc2c10CC[C@H]2C(=0)Nc3encc4c3ccccd)Cl

RUNG0O

-0.04

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-f7918075-1_1

clccec2c(cl)encc2NC(=0)[C@@H]3CCOc4c3cc(cc4)Cl

RUN17

0.01

0.03

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-1dbca3b4-15_1

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

RUN15

0.01

0.02

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-11b63608-1_1

clcecc2c(cl)encc2NC(=0)[C@@H]3CCOc4c3cc(ce4)Br

RUNS39

0.02

0.05

-15 -



sprint-5-stereofix-x11498-monomer-neutral

MAT-POS-b3e365b9-1 1

AN

Z

HN 0
5@

EDJ-MED-e4b030d8-8_1

AN

Z

HN 0
5@

DAR-DIA-0d514e7d-29 1

NN
Z
HN 0
0

EDJ-MED-e4b030d8-7_1

NN
Z

HN; ;O
O
/O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-b3e365b9-1_1

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

RUN16

0.02

0.02

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-e4b030d8-8_1

Cclc(ccc2cl[C@@H](CCO2)C(=0)Nc3cnccac3ceccd)Cl

RUN44

0.03

0.08

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-29_1

C[C@@H]1COc2ccc(cc2[C@]1(C)C(=0)Nc3cnccdc3ccece4)Cl

RUNS85

0.06

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-e4b030d8-7_1

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

RUNS83

0.09

0.14

-16 -



sprint-5-stereofix-x11498-monomer-neutral

BEN-DND-c852¢c98b-7 1
NN
F ~Z

CID: BEN-DND-c852c98b-7_1
SMILES: clec2ence(c2cc1C(F)F)NC(=0)[C@@H]3CCOc4c3cc(ccd)Cl

RUN: RUNS35

F HN o] :
DDG (kcal/mol): 0.18
o dDDG (kcal/mol): 0.05

DAR-DIA-23e5a6a0-3 2

WIN
s

CID: DAR-DIA-23e5a6a0-3_2

SMILES: clece2e(c1)ence2NC(=0)[C@@H]3CCOcAc3ce(cc40[C@H]SCCH(NS)COCE)CI

HN (¢]
RUN: RUN91
o DDG (kcal/mol): 0.19
Oh,

Ra
Lt\ dDDG (kcal/mol): 0.49
o

ADA-UCB-dc2b944c-11 1

CID: ADA-UCB-dc2b944c-11 1
Br
3N SMILES: clece2c(cl)e(cnc2BHNC(=0)[C@@H]ZCCOc4c3cc(ced)Cl
2
RUN: RUNG67
HN 0
DDG (kcal/mol): 0.20
o dDDG (kcal/mol): 0.07
BEN'DND'C852098b'2_1 CID: BEN-DND-c852¢98b-2_1
Y
S M I L ES clec2ence(c2cc10C(F)(F)F)NC(=0)[C@@H]3CCOc4c3cc(cc4)Cl
/
O
F —I— F HN [e) RUN: RUNG61
F
DDG (kcal/mol): 0.23
o dDDG (kcal/mol): 0.06

-17 -



sprint-5-stereofix-x11498-monomer-neutral

VLA-UCB-05e51b3f-13 1

NN
Z

DAR-DIA-23e5a6a0-2_2

WIN
s

HNE ;O
O
[e]

%
H,

EDJ-MED-e4b030d8-10_1

NN
Z

HN; ;O
O

DAR-DIA-6a508060-4 2

NN
Z

HN; ;O
O
/O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-05e51b3f-13_1

clcec2c(cl)ence2NC(=0)[C@]3(CCOc4c3cc(cc4)Cl)CCC5CCCCCs

RUNS89

0.24

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-23e5a6a0-2_2

clece2e(c1)ence2NC(=0)[C@@H]3CCOcAc3ce(cc40[C@H]SCCH(NS)CCCE)CI

RUNS8S8

0.33

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-e4b030d8-10_1

clcecc2ce(cl)encc2NC(=0)[C@@H]3CCOc4c3c(c(cc4)Cl)Cl

RUNA46

0.33

0.10

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-6a508060-4_2

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

RUN82

0.35

0.10

-18 -



sprint-5-stereofix-x11498-monomer-neutral

ADA-UCB-dc2b944c¢-10_1

AN

Z

HN 0
5@

MAK-UNK-8be7dca9-9 1

(@]
o- NN
P
HN (0]
5@
o)

EDJ-MED-e4b030d8-1_1

NN
~
HN 0
[T]
0

MAK-UNK-8be7dca9-8 1

NN
Z
HN o
o o F
o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ADA-UCB-dc2b944c-10_1

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

RUNS1

0.39

0.09

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-8be7dca9-9 1

clcc2c(cc1C(=0)0)encc2NC(=0)[C@@H]3CCOc4c3cc(cc4)Cl

RUN47

0.60

0.06

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-e4b030d8-1_1

C[C@@]1(c2cc(ccc20CC1=0)Cl)C(=0)Nc3cnccdc3ceecd

RUN11

0.64

0.10

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-8be7dca9-8 1

clcc2ence(c2cc1CC(=0)0)NC(=0)[C@@H]3CCOc4c3cc(ccd)Cl

RUNS7

0.65

0.07

-19 -



sprint-5-stereofix-x11498-monomer-neutral

DAR-DIA-23e5a6a0-5 1

NN
5

DAR-DIA-6a508060-8 1

ANV
Z

H’&A
o

DAR-DIA-6a508060-13_2

G
e

ADA-UCB-dc2b944c-9 1

©::L

~Z

Br
HN (@)
5@

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-23e5a6a0-5_1

clece2e(c1)ence2NC(=0)[C@@H]3CCOcAc3ee(cc40[C@@HISCCH(NS)CCE)CI

RUNB84

0.68

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-6a508060-8_1

clccec2c(cl)encc2NC(=0)[C@@H]3CCOc4c3cc(cc4)C5CC5

RUNG8

0.71

0.11

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-6a508060-13_2

CS(=0)(=0)NCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccac3ceccd

RUN28

0.72

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ADA-UCB-dc2b944c-9 1

clccc2c(cl)enc(c2NC(=0)[C@@H]3CCOc4c3cc(cc4)Cl)Br

RUNSS8

0.75

0.12

-20 -



sprint-5-stereofix-x11498-monomer-neutral

ADA-UCB-dc2b944c-12_1

NN
v

DAR-DIA-6a508060-9_2

NN
Z

HN O
¥

VLA-UCB-1dbca3b4-14 1

N
5s
HN 0
s
° 0o

BEN-DND-c852c98b-3 1

NN
HO
Z
HN 0
5@

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ADA-UCB-dc2b944c-12_1

Cclc2cccec2c(cn1)NC(=0)[C@@H]3CCOc4c3cc(ccd)Cl

RUNG64

0.81

0.05

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-6a508060-9_2

clcec2e(cl)encc2NC(=0)[C@]3(CCOc4c3cc(cc4)Cl)CCC5CCCCCs

RUN90

0.82

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-1dbca3b4-14_1

C[C@@]1(c2cc(ccc20CC1=0)Cl)C(=0)Nc3cnccdc3ceecd

RUN10

0.85

0.10

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

BEN-DND-c852c98b-3_1

CC(C)(clccc2ence(c2c1)NC(=0)[C@@H]3CCOc4c3cc(cc4)Cl)O

RUN45

0.86

0.08

-21 -



sprint-5-stereofix-x11498-monomer-neutral

MAK-UNK-8be7dca9-3 2

\_

ADA-UCB-dc2b944c-5 1
NN
Z

HN; ;O
(0]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-8be7dca9-3_2

clcec2e(cl)encc2NC(=0)[C@H]3c4cc(ccc40C[C@@H]3CN)CI

RUN48

0.90

0.13

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-23e5a6a0-5_2

clece2c(c1)ence2NC(=0)[C@@HI3CCOcAc3cc(cc40[C@H]SCCH(NS)CCE)CI

RUNS8O

0.96

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ADA-UCB-dc2b944c-7_1

clcece2ce(cl)encc2NC(=0)[C@@H]3CCOc4c3cc(ccd)F

RUN4

0.98

0.06

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ADA-UCB-dc2b944c-5_1

Cclcce2e(cl)[C@@H](CCO2)C(=0)Nc3cncc4c3ceecd

RUNS

1.01

0.05

-22 -



sprint-5-stereofix-x11498-monomer-neutral

JOH-SUS-a69¢15 9d'1_1 CID: JOH-SUS-a69¢159d-1_1
NN SMILES: Celc2ccece2c(cnl)NC(=0)[C@@HIZCCOc4c3ce(cc4)Cl
y/
RUN: RUNG63
HN 0]
DDG (kcal/mol): 1.06
o dDDG (kcal/mol): 0.05
ADA-U CB'dCZb944C'8_1 CID: ADA-UCB-dc2b944c-8_1
N SMILES: clec26(cncc2NC(=0)[C@@H]3CCOc4c3cc(ced)Cl)c(cL)Cl
2
RUN: RUN30
HN O
DDG (kcal/mol): 1.27
o dDDG (kcal/mol): 0.05
MAK-UN K'8be7dca9'10_3 CID: MAK-UNK-8be7dca9-10_3
AN
/ S M I L ES clcce2c(cl)encc2NC(=0)[C@@H]3C[C@H](Oc4c3cc(cc4)Cl)C(=0)0
N RUN: RUNS6
DDG (kcal/mol): 1.50
0o .
¥
o dDDG (kcal/mol): 0.08
ALP-UN I—4b8a177c—1_1 CID: ALP-UNI-4b8al177¢c-1_1
NN
Z SMILES: clece2c(cL)encc2NC(=0)[C@@H]3CCOc4c3c(cccdO)Cl
N\ RUN: RUN74
DDG (kcal/mol): 2.03
(@]
oH dDDG (kcal/mol): 0.18

-23-



sprint-5-stereofix-x11498-monomer-neutral

EDJ-MED-28ec730d-1_1

NN
Z

HN O

-0
\\/llu

MAK-UNK-8be7dca9-3 4

NN
Z
HN o
H3N+%
o

JOH-UNI-f51e3bbc-3_1

@?)L

NS

o
HN o
5@

MAK-UNK-8be7dca9-10 1

AN
2
HN 0
o
Lo
o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-28ec730d-1_1

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

RUNG62

2.22

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-8be7dca9-3 4

clccc2c(cl)encc2NC(=0)[C@H]3c4cc(ccc4dOC[C@H]3CN)CI

RUN24

2.31

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-UNI-f51e3bbc-3_1

clccc2c(cl)enc(c2NC(=0)[C@@H]3CCOc4c3cc(cc4)Cl)O

RUN87

2.39

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-8be7dca9-10_1

clecc2ce(cl)encc2NC(=0)[C@@H]3C[C@@H](Oc4c3cc(cc4)Cl)C(=0)0

RUNG6

3.09

0.12

-24 -



JAG-UCB-706446eb-3_1

DAR-DIA-6a508060-13_1
Y

=
HN o
F

sprint-5-stereofix-x11498-monomer-neutral

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JAG-UCB-706446€eb-3_1

clcec2c(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)CCC(=0)0

RUN3

3.23

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-SUS-a69¢159d-3_1

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

RUNO98

3.81

0.15

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-6a508060-13_1

CS(=0)(=0)NCC[C@@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccac3ceccd

RUN99

451

0.27

-25-



