sprint-5-dimer-x11498-dimer-neutral
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CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-83c3754c-1_1

clcec2c(cl)encc2N3C(=0)[C@@]4(COc5c4cc(ce5)CIINC3=0

RUN2122

-7.04

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-9582b2c5-1_6

CC(=0)NICC[C@HI2[C@@H](CL)CN(C(=0)[C@HI2c3ccce(c3)Clicdencesedccees

RUN200

-6.90

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-50c39ae8-9_1_1

clcee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc40[C@@H]5CC(=0)N5)CI)CCC6CCCCCE

RUN2706

-6.42

0.44

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-34f3ed0Oc-16_1

clcce2e(c1)encc2N3C(=0)CN([C@@]4(C3=0)CCOc5c4ce(ce5)Cl)C(=0)Cebeen[nH]6

RUNS544

-6.15

0.28

-1-



sprint-5-dimer-x11498-dimer-neutral
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CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-50c39ae8-3_1

clcce2c(cl)encc2N3C(=0)CC[C@@]4(C3=0)CCOc5c4cc(cc5)Cl

RUN277

-5.84

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-125143 2 1 1

clcce2e(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)CCC(=0)NCCCCC(=0)N

RUN6629

-5.48

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1709410 2 3 1

CIC@@H]LCIC@H](N1C(=0)CC[C@]2(CCO (=0 o

RUN7095

-5.10

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-431b3bfb-1_1

clccc2c(cl)encc2N3CCO[C@H](C3=0)c4cccc(c4)Cl

RUN174

-5.06

0.22




sprint-5-dimer-x11498-dimer-neutral

EN300-110423 1 1 1

EN300-211158 1 1 1

NN
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HN O
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CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-110423 1 1 1

Cele(c(=0)[NH]o1)C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)NedenceSedccees

RUN2721

-4.96

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-211158 1 1 1

clccc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)NC(=0)c5ec(cc(c5)CO)CO

RUN3995

-4.95

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-50cce87d-8_2

COclcccc2elce(ecnc2)N3CC[C@H](C3=0)c4cccc(c4)Cl

RUNS54

-4.91

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-7be94445-1 1

clccc2c(c1l)encc2N3CCCN(C3=0)c4cccc(c4)Cl

RUNS39

-4.83

0.19




sprint-5-dimer-x11498-dimer-neutral
EDJ-M ED'6864a934'1_1 CID: EDJ-MED-6864a934-1_1
N
/ SM I L ES clcee2c(c)ence2NC(=0)[C@@]13(CCOc4c3cc(ced)CIINC(=0)c5ec(ce(c5)CO)CO
HN O
HO RUN: RUN2422
N
DDG (kcal/mol): -4.33
(0] (0]
5 dDDG (kcal/mol): 0.25
EN300'301925_1_2_1 CID: EN300-301925 1 2 1
N
/ SM I L ES clcee2c(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)CIINC(=0)[C@]5(CCCOCE)CHN
HN o RUN: RUN3762
N
:w y DDG (kcal/mol): -4.33
o o
0 o dDDG (kcal/mol): 0.26
VLA—UCB—34f3€dOC—1_l CID: VLA-UCB-34f3ed0c-1_1
RN
S M I L ES C=C(C#N)C(=0)N(clcncc2clecce2)C(=0)[C@@H]3CCOc4c3cc(cc4)Cl
/
@)
RUN: RUN592
0 N o
\"\‘
1 o DDG (kcal/mol): -4.32
5
dDDG (kcal/mol): 0.14
ALP'POS'EOfe77e5'4_1 CID: ALP-POS-e0fe77e5-4_1
NN
/ SM I L ES clcec2c(cl)encc2N3CCC[C@@]4(C3=0)CCOc5c4cc(c(c5)Cl)Cl
[e] N
RUN: RUN2141
v,,
82
° DDG (kcal/mol): 427
dDDG (kcal/mol): 0.24

-4 -



sprint-5-dimer-x11498-dimer-neutral

DAR-DIA-5ff57136-12_2
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ALP-UNI-3735e77e-1_1

N
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CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-5ff57136-12_2

clccc2c(cl)ence2N(C#C[C@H]3CCC[NH2+]3)C(=0)[C@@H]4CCOc5c4cc(ce5)Cl

RUN1259

-4.20

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-378373 1 1 1

clcec2e(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)NC(=0)COC5CC5

RUN2794

-4.17

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-c9c1e0d8-3_2

clccc2c(cl)encc2N3CCC[C@H](C3=0)c4cccc(c4)Cl

RUNS3

-4.17

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-3735e77e-1_1

clcece2ce(cl)encc2N3CCC[C@@H](C3=0)c4ccc(c(c4)Cl)Cl

RUN1763

-4.17

0.23

-5-



sprint-5-dimer-x11498-dimer-neutral

VLA-UNK-56836b69-2_1
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CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-56836b69-2_1

clecc2c(cl)ence2N3C(=0)[C@@]4(CCOc5c4cc(c(c5)Cl)C)NC3=0

RUN2096

-4.15

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-170985 1 1 1

clecc2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cec(cc4)Cl)NC(=0)C50CCCO5

RUN2765

-4.14

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6497444 1 1 1

clece2e(c1)ence2NC(=0)[C@@13(CCOc4c3cce(ced)CNC(=0)c5enn6c5OCIC@@H](C6)0

RUN2775

-4.13

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-68642934-9_1

clcce2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)NC(=0)c5een(n5)CCHN

RUN2455

-4.13

0.28




sprint-5-dimer-x11498-dimer-neutral

EN300-260816 3 2 1

NN
P

HN (0]
N
(e}

PET-UNK-12d8d43f-1_1

RN
~

Y

DAR-DIA-5ff57136-16_1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-260816_3_2 1

CN1CC[C@H](C1=0)COCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Neacnce5edceees

RUN3127

-4.12

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-5ff57136-17_1_1

clecc2ce(cl)encc2N(CC#CBr)C(=0)[C@@H]3CCOc4c3cc(cc4)Cl

RUN3438

-4.10

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-12d8d43f-1_1

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

RUN1319

-4.08

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-5ff57136-16_1

C[C@@H](C#C)N(clcncc2clcecc2)C(=0)[C@@H]3CCOc4c3cc(ccd)Cl

RUN1228

-4.07

0.14




sprint-5-dimer-x11498-dimer-neutral

EN300-658559 1 1 1
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HN ‘o,
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CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-658559 1 1 1

clcce2c(c1)encc2NC(=0)[C@ @]3(CCOc4c3cc(ced)Cl)NC(=0)C5(CC5)n6eenné

RUN3087

-3.99

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-abc197b8-1_1

clccec2c(cl)ence2N3C(=0)[C@@H](CNC3=0)c4cccc(c4)Cl

RUN334

-3.98

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-254908 1 1 1

clcec2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(cc)Cl)NC(=0)C5(CCOCC5)n6ennné

RUN2738

-3.97

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-3031933 1 2 1

RUN2768

-3.97

0.26
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sprint-5-dimer-x11498-dimer-neutral
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CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-124555 1 1 1

cleee2c(c1)ence2NC(=0)[C@@13(CCO INC(=0

RUN2829

-3.94

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-222357_3 1 1

clcec2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CCOCCe5en[nHIn5

RUN2719

-3.93

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-9e4459de-15_4

RUN1321

-3.93

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-100689_1 1 1

CC(=0)N1CCO[C@@H](C1)C(=0)N[C@]2(CCOc3c2cc(ce3)ClC(=0)Nedencesedccces

RUN2763

-3.90

0.25
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sprint-5-dimer-x11498-dimer-neutral
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CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1644723 1 5 1

c20(c1)once2NC: 4c300(cod)CINC(=0)(C I5c0CCH

RUN2832

-3.87

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-243465 1 1 1

Cnlc(cc(n1)C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncdcncc5edccees)F

RUN2753

-3.77

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-261210 3 1 1

clece2c(c1)encc2NC(=0)[C@@]3(CCOc4c3ec(ccd)Cl)ICCNC(=0)[C@@]5(CCOC5)CH#N

RUN4146

-3.74

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-25960_1 1 1

clcce2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)NC(=0)C5(CCCC5)0

RUNS3171

-3.73

0.36
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sprint-5-dimer-x11498-dimer-neutral
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NN
Z

HN o
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on © ©

ALP-UNI-44c99a80-2 1 1

RN

(0]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6277108_1 4 1

CO[C@H]([C@H]1CCCO1)C(=0)N[C@]2(CCOx 1)C(=O;

RUN3230

-3.71

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-99391 1 2 1

clece2e(c1)ence2NC(=0)[C@@13(CCOc4c3cec(ced)CNC(=0)CO[C@H]SCCOCS

RUN2870

-3.68

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-6864a934-10_1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cec(ced)CINC(=0)[C@@H](C5(CCCE)0)0

RUN2454

-3.67

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-44c99a80-2_1 1

clecc2c(cl)ence2N(Ce3enc[nH]3)C(=0)[C@@H]4CCOc5c4cc(cc5)Cl

RUN2949

-3.66

0.19
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sprint-5-dimer-x11498-dimer-neutral
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avtey
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NN
~Z

/ N O
Z
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Y
~Z
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H% /
<Nj.‘\\
(0]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-195924 3 1 1

CIC@@]1(CCC(=0)NC1)C(=0)NCCIC@]2(CCOC3c2cc(ce3)Cl)C(=0)NedenceSedccees

RUN4401

-3.66

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-80230_1 1 1

clecc2ce(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)NC(=0)c5neeen5

RUN3124

-3.65

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-5ff57136-10_1_1

clccc2c(cl)ence2N(CHCC#N)C(=0)[C@@H]3CCOc4c3cc(cc4)Cl

RUN2801

-3.64

0.13

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-5ff57136-12_1

clece2c(c1)ence2N(C#CIC@@H]3CCCINH2+]3)C(=0)[C@@HIACCOC5cace(ce5)Cl

RUN1270

-3.63

0.20
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sprint-5-dimer-x11498-dimer-neutral

EN300-298552_3_4 1

EN300-298552 3 4 1 cp.
NN
/ S M I L ES: CO[C@H]([C@H]1CCOC1)C(=0)NCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncacnce5edccees
HN (@]
RUN: RUN5290
(@]
""‘ n_ DDG (kcal/mol): -3.63
T}
s o
\ o) dDDG (kcal/mol): 0.23
EN3OO'1273362_3_2_1 CID: EN300-1273362_3 2 1
NN
/ SM I L ES C[C@]1(CN(C1=0)C)COCC[C@]2(CCO 1)C(=0,
HN O RUN: RUN2779
\N 1o, DDG (kcal/mol): -3.62
)l/o ~
o) s o dDDG (kcal/mol): 0.37
EN300'106432_1_1_1 CID: EN300-106432_1 1 1
NN
/ SM I L ES C#CCOCC(=0)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccdc3ceecd

RUN4022

N\ RUN:
N
/\« DDG (kcal/mol): -3.60
(@]
(o] (o]
/ dDDG (kcal/mol): 0.19

VLA-UCB-34f3ed0Oc-21_1

VLA-UCB-34f3ed0c-21_1 .
NN
/ S M I L ES: clcec2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)C(=0)CC[C@@H]5CC(=0)NC5
RUN: RUN589
DDG (kcal/mol): -3.60
0.35

dDDG (kcal/mol):

=

-13 -



sprint-5-dimer-x11498-dimer-neutral

EN300-2908024 1 2 1

1044, @

EN300-332002_1 2 1

NN
s
X o
PET-UNK-12d8d43f-2_1

e
=4

EN300-6487755 1 1 1

AN
/
" HN
HO
HO ¥
o
o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-2908024 1 2 1

CC[C@](C)(C(=0)N)C(=O)N[C@]1(CCOc2clce(cc2)Cl)C(=0)Ne3encede3ecced

RUN3388

-3.59

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-332002_1 2 1

clccc2e(cl)encc2NC(=0)[C@ @]3(CCOc4c3cc(ccd)CIINC(=0)[C@H]5CCebn5e(=0)ceeh

RUN2761

-3.57

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-12d8d43f-2_1

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

RUN1313

-3.57

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6487755 1 1 1

INC(=O)[C@H] HI(C6)0)0

RUNS3399

-3.56

0.29
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sprint-5-dimer-x11498-dimer-neutral

EDJ-MED-6864a934-6_1

NN
A
HN o
H
N
..,‘(
X - o o
\\N/NH

EN300-6744029 1 1 1

AL

N
/

3

z
z

-

EN300-261859 1 1 1

Y
~Z
(0]
N (0] O
EDJ-MED-6864a934-4 1

NN
Z

2.
(<
(\/‘N o o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-6864a934-6_1

clcce2e(c1)encc2NC(=0)[C@@]3(CCOx 1)NC(=0)[C@H]5CCC [NHIn6

RUN2440

-3.55

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6744029 1 1 1

clccc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)NC(=0)c5eesesn6ennnG

RUN2735

-3.54

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-261859 1 1 1

clcce2c(c1)ence2NC(=0)[C@ @]3(CCOc4c3cc(ccd)CNC(=0)c5e(=0)[nH]sn5

RUN2804

-3.53

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-6864a934-4_1

clccc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)ClINC(=0)c5e6neenbeens

RUN2448

-3.51

0.24

-15 -



sprint-5-dimer-x11498-dimer-neutral

EN300-61140 1 1 1

NN
P

HN o]
N
H—m
N
7/ k ] o
" )
\_‘-’N

EN300-133058 1 1 1

NN
Z

HN (@)
I \\ 4
N\\N N (@] (@]

EN300-173006 3 1 1

Y
Z

HN ©)

H
N =
/

N/ /llu
O
HN
7L
H

EN300-210110 1 1 1
NN
Z

HN o]
H
h MN%Q
"X
(@] (e}

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-61140 1 1 1

clecc2ce(cl)encc2NC(=0)[C@@]3(CCOx )CI)NC(=0)CCc

RUN4161

-3.47

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-133058 1 1 1

cleee2c(c1)ence2NC(=0)[C@@13(CCO INC(=0

RUN2918

-3.44

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-173006_3_1 1

C[C@@H](c1nnnn1C)OCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedence5caccees

RUNS3655

-3.44

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-210110 1 1 1

clcce2c(c1)ence2NC(=0)[C@ @]3(CCOc4c3cc(ced)Cl)NC(=0)c5en(nn5)C6CCH

RUNS972

-3.43

0.23

-16 -



sprint-5-dimer-x11498-dimer-neutral

EN300-7494324 1 2 1

Y
P SMILES:

HN © RUN:
HO H
ku © © dDDG (kcal/mol):

CID:

EN300-7494324 1 2 1

Ccle(nc[nH]1)C[C@H](C(=0)N[C@]2(CCO 1)C(=0; o

RUN4567

-3.43

0.25

EN300-20496 3 1 1

NN
P SMILES:

RUN:

loo
oJ ! DDG (kcal/mol):

O
(10 dDDG (kcal/mol):

CID:

EN300-20496_3 1 1

cleee2e(c1)ence2NC(=0)[C@@13(CCOc4c3cc(ced)CCCO[C@@H]SCCOC5=0

RUN2834

-3.42

0.22

EN300-245264 3 1 1

Z SMILES:

N\N HN (¢] RUN:
\
>

H e, DDG (kcal/mol):
I
o)

dDDG (kcal/mol):

CID:

EN300-245264 3 1 1

CC[C@@H](C(=0)NCC[C@]1(CCO )CI)C(=0 AN

RUN4065

-3.42

0.34

VLA-UCB-05e51b3f-10 1

SMILES:
/

YO

RUN:

pd

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

VLA-UCB-05e51b3f-10_1

C=CC(=0)N(clcncc2clecec2)C(=0)[C@H]3CCOc4c3cc(ccd)Cl

RUN260

-3.42

0.34

-17 -



sprint-5-dimer-x11498-dimer-neutral

EN300-244278 1 1 1

NN
Z
HN

§ H

N = N
O\/k)""«
(e}

ALF-EVA-0b412456-5 1

N

5
NH; (o] j ,NH

(o]

EN300-86878 1 1 1

O

/ ~T
VLA-UCB-50c39ae8-6 1

ANV
Z

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-244278_1 1 1

clecc26(c1)encc2NC(=0)[C@@J3(CCOrAC3ce(ced)CINC(=0)[C@ @HISC=CECOCCIN@ @GNS

RUN2961

-3.42

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALF-EVA-0b412456-5_1

clec2ence(c2cc1CINH3+])NC(=0)Ce3cc(ce(c3)Cl)O[C@@H]4CC(=0)N4

RUN2582

-3.41

0.59

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-86878_1 1 1

C#CCSCC(=0O)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccdc3ceccd

RUN2762

-3.39

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-50c39ae8-6_1

clecc2ce(cl)ence2N(C(=0)CCl)C(=0)[C@@H]3CCOc4c3cc(ccd)Cl

RUN329

-3.38

0.21

-18 -



sprint-5-dimer-x11498-dimer-neutral

EN300-123614 3 1 1

AN
Z SMILES:

HN © RUN:

NH.

O)\NH (e DDG (kcal/mol):
U « © dDDG (kcal/mol):

o

CID:

EN300-123614 3 1 1

clccc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CCNC(=0)C5(CC5)NC(=0)N

RUNS5741

-3.37

0.31

EN300-378044 1 2 1
NN
Z

HN 0 RUN:
@_«H DDG (kcal/mol):
o o dDDG (kcal/mol):

SMILES:

CID:

EN300-378044_1 2 1

clcee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)CIINC(=0)[C@H]5CC=CCO5

RUN3525

-3.36

0.24

EN300-7549555 1 1 1
NN
Z

HN 0 RUN:
HO
—N H DDG (kcal/mol):
P~
o o dDDG (kcal/mol):

SMILES:

CID:

EN300-7549555 1 1 1

clece2c(c1)encc2NC(=0)[C@@]3(CCOc4c3ec(ced)CI)NC(=0)c5coc(n5)CO

RUN3756

-3.35

0.18

EN300-1703711 1 1 1

NN
~Z SMILES:

HN 0 RUN:
\ N DDG (kcal/mol):
Fd? HN :
—
-~ " o o dDDG (kcal/mol):

CID:

EN300-1703711 1 1 1

COclc(enc(n)C(=0)N[C@]2(CCOX )C(=0,

RUN2813

-3.34

0.23

-19 -



sprint-5-dimer-x11498-dimer-neutral

EN300-315238 3 1 1

NN
2

HN

H N
N
H,N . Ou«
(o]

(e]

DAR-DIA-9e4459de-15 1

cm
o
HN
N
HN g0 O
;o; c

EN300-862094 1 1 1
NN

EN300-217499 3 2 1

NN
Z

HN

H [IT
(0] N

Ol

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-315238 3 1 1

HI(OS)C(=ON

RUN3079

-3.34

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-9e4459de-15_1

RUN1382

-3.31

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-862094 1 1 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOcAc3ee(ced)C)CC(=0)NSCCIC@@HISC(=0)N

RUN2836

-3.31

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-217499 3 2 1

C[C@](C1CCOCCL)(C(=0)NCC[C@]2(CCO 1)C(=0; o]

RUN4777

-3.31

0.44

-20 -



sprint-5-dimer-x11498-dimer-neutral

EN300-86357 1 1 1
AN
~Z

HN 0
N\ '
FMN{Q
¥
o 0

EN300-69811 1 1 1
NN
Z

\N 0
G

EN300-147499 1 1 1
Y

=

HN (@]
H O
/ q
N
\W/
O O

EN300-198515 3 2 1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-86357_1 1 1

Cnlcc(nn1)C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncdcnce5c4ceees

RUN4674

-3.30

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-69811 1 1 1

Cnlccec(c1=0)C(=0)N[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Ncacnec5cdceees

RUNS3117

-3.28

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-147499 1 1 1

Celeo(e(=0)[nH]n1)C(=0)N[C@]2(CCOc3c2cc(ce3)CIC(=0)Nedence5edceees

RUN2722

-3.27

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-198515 3 2 1

C[C@H](C(=0)NCC[C@]1(CCOc2clce(cc2)Cl)C(=0)Ne3encedc3ecced)n5enc(n5)CHN

RUN3001

-3.25

0.33

-21 -



sprint-5-dimer-x11498-dimer-neutral

EN300-122340 1 1 1

NN
Z

HN O
H
\l‘('\l
OH e} 0

EN300-378828 3 1 1

AN

OH

ANV
N
S /\NH
HN ) —
o
o)

EN300-26973_1 1_1

Sy
P

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-122340 1 1 1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)NC(=0)C5(CCSCC5)0

RUN2895

-3.24

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-378828 3 1 1

RUN3599

-3.23

0.46

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-28ec730d-5_1

clcec2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)OCCe5e[nHInes

RUNS82

-3.23

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-26973 1 1 1

Celne(nnLe2[nH]ncn2)C(=0)N[C@]3(CCOc4c3ce(ced)ClC(=0)NeSencebeseeccd

RUN2940

-3.23

0.24

-22 -



sprint-5-dimer-x11498-dimer-neutral

EN300-6738732 1 1 1
NN

EN300-6494158 3 3 1

NN
Z

HN O

O~

EN300-21009 1 2 1
NN
Z

HN 0
0 H
%N
0 0

BEN-BAS-c2bc0d80-7_1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6738732_1 1 1

clecc2c(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)CINC(=0)[C@]56 COC[C@H]5CE(F)F

RUN2783

-3.21

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6494158 3 3 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3ec(ced)CCCOCIC@@HISCIC@H](CO5)CO

RUN7125

-3.20

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-21009 1 2 1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3ce(ccd)Cl)NC(=0)[C@H]5CCCOSs

RUN3145

-3.20

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

BEN-BAS-c2bc0d80-7_1

CN1C(=0O)N(C(=0)[C@@]12CCOc3c2cc(cc3)Cl)cdcnce5edceees

RUN1000

-3.19

0.28

-23-



sprint-5-dimer-x11498-dimer-neutral

EN300-92447 1 2 1
AN

EN300-39501 1 1 1

NN
Z

HN (0]
H
N
(¢] /\v
RS
NS
/\/ *o © o

EN300-7437779 1 1 1

\O

AN
Z

HN (¢}
H
N
/
o ?O
0]

ZT

Z

EN300-199991 1 1 1

NN
~Z

74 §
\_ /Y
/ o o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-92447 1 2 1

CIC@@HICIC@@HIONIICEONICEIZ(CC ye(eo
RUN3464

-3.19

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-39501_1 1 1

COCCS(=0)(=0)CC(=0)N[C@]1(CCOc2c1cc(ce2)Cl)C(=0)Ne3encedc3eceed

RUNS3300

-3.19

0.41

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7437779 1 1 1

Cn1c(=0)c(c[nH]1)C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedencesedceees

RUN2685

-3.18

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-199991 1 1 1

Celee(=0)c(en1C)C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedence5eaceees

RUN3446

-3.18

0.32

-24 -



sprint-5-dimer-x11498-dimer-neutral

CHO-MSK-5891c1ff-12 1

ANV
N
S /\NH
HN ) —
o
o)

EDG-MED-balac7b9-6 2
NN
=

\<“W§ ;

EN300-7435929 1 1 1
NN
Z

EN300-2908024 3 2 1
ANV
Z

HN O
© NH
ﬁ' looo
N
O
O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CHO-MSK-5891c1ff-12_1

clcec2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)OCCe5e[nHInes

RUN1735

-3.14

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-balac7b9-6_2

CC(C)N(CC#N)C(=0)C[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3enceac3ccecd

RUN2483

-3.14

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7435929 1 1 1

clccc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)NC(=0)c5ncc6e(n5)CCOCE

RUN3106

-3.13

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-2908024 3 2 1

CC[C@](C)(C(=0)N)C(=0)NCC[C@]1(CCOc2c1ce(cc2)Cl)C(=0)Ne3enceac3cceed

RUN4298

-3.13

0.29

-25-



sprint-5-dimer-x11498-dimer-neutral

EN300-172179 1 1 1
NN
Z

e

EN300-1715993 3 1 1

NN
A

HN (o}

OJ“.
r~ d

EN300-7444533 1 1 1

AN
Z

HN O
(0]
H
fd—(N
(0] (e}

EN300-1608590 3 1 1
Y

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-172179 1 1 1

clccc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)NC(=0)CNSCCOC5=0

RUN3218

-3.12

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1715993 3 1 1

clecc2ce(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)CCOCCn5cenn5

RUN2879

-3.11

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7444533 1 1 1

C[C@@H]1C[C@@H](C(=0)01)C(=0)N[C@]2(CCO 1)C(=0!

RUN3936

-3.09

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1608590 3 1 1

ISNIC@@HI(ONS)INH+]

RUN4648

-3.08

0.42

- 26 -



sprint-5-dimer-x11498-dimer-neutral

EN300-48902 1 2 1
Y

Z O
N
(6]

e

EN300-303519 1 1 1

NN
Z

A E;

EN300-51350 1 1 1
ANV
~Z

Z oy

HN (@]

EN300-331828 3 1 1

NN
P

HN (0]

loo
HO \O
~\

9! :

(0]

o"Fo
HN
N

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-48902_1 2 1

CNC(=0)[C@H]1CCCN1C(=0)CO[C@]2(CCO3c2cc(ce3)CNC(=0)Nedencesedccces

RUNG056

-3.07

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-303519 1 1 1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)NC(=0)c5cnn6c50CCE

RUN3842

-3.06

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-51350_1 1 1

clecc2ce(cl)encc2NC(=0)[C@@]3(CCOx

1)NC(=0)[C@@H]5CCc6nncn6Cs

RUNS3377

-3.05

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-331828 3 1 1

clcee2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)CCO[C@@H]SCOC[C@H]50

RUN4515

-3.05

0.25

-27 -



sprint-5-dimer-x11498-dimer-neutral

EN300-12587 1 1 1
AN
s

o1
o

VLA-UCB-50c39ae8-10 1
Y
=z

HN O

(@]

EN300-113218 3 1 1

H llh
N

3~TL

EN300-132157 3 2 1

Y
/
HN O
(e}
HN H [ITH
N
-
-
-
-
- (e]

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

dDDG (kcal/mol):

EN300-12587 1 1 1

CC(=0)N1CCCIC@@H]1C(=0)N[C@]2(CCOc3c2cc(ce3)CIC(=0)Nedence5edecces

RUN2785

-3.05

0.34

CID:

SMILES:
RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-50c39ae8-10_1

clcec2c(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)CCC5CCCCCh

RUN315

-3.05

0.26

CID:

SMILES:
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

EN300-113218 3 1 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cec(ced)C)CCNC(=0)CS[C@@HISCCOC5=0

RUN3263
-3.04

0.36

CID:
SMILES:
RUN:

DDG (kcal/mol):

EN300-132157 3 2 1

1)C(=0

CIC@]1(CC(=0)NCL)C(=0)NCCIC@]2(CCO!

RUN4724

-3.04

0.34

dDDG (kcal/mol):

-28-



sprint-5-dimer-x11498-dimer-neutral

EN300-300519 1 1 1
NN
Z

EN300-6503702_1 1 1

NN
Z

HN O
O
[\
- H
© N
H
(6] (6]

EN300-139167 3 1 1

NN
Z

HN (©]

e

EN300-72730 3.1 1

NN
Z

HN O

H /'Oo
N

A
1
(@]

(e}

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-300519 1 1 1

clcec2c(cl)encc2NC(=0)[C@@]3(CCOc4c3ec(ccd)Cl)NC(=0)Ce5esnn5

RUN3407

-3.04

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6503702_1 1 1

INC(= HI(C5)S(=0)(=0)CCE

RUNS5125

-3.03

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-139167 3 1 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOcAc3ec(ced)C)CCOC[C@@HISCOCCOS

RUN3916

-3.02

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-72730_3 1 1

C[C@@H](C#N)C(=O)NCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3encedc3ceees

RUN3703

-3.02

0.22

-29-



sprint-5-dimer-x11498-dimer-neutral

EN300-102853 1 1 1

NN
Z

HN (o]

/4 N
VQ‘( } :
N N

\H/ o o

EN300-6764836_1 5 1

NN
y/

HN (0]
HO .
R
H
HO 144 N
<
)
H\ O (0]

EN300-104395 1 1 1
NN
Z

HN o

e

O @)

EN300-65050 3 1 1

NN
Z

HN O
HO H [IT
N§/
\+( K
O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-102853_1 1 1

clcee2c(c1)ence2NC(=0)[C@@13(CCO INC(=0

RUN3863

-3.02

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6764836_1_5_1

elocc2e(c1)encc2NC(=0)[C@@I3(CCOcAc3ee(ced)CINC(=0)[C@ @HISCIC@HIBIC@@HI(C@HI(C@ @HIS06)0)0

RUN2755

-3.01

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-104395_1 1 1

cleee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(cc4)CIINC(=0)[C@@H]5CCCO5

RUN2897

-3.01

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-65050_3 1_1

CC(C)(CO)C(=0O)NCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3cnccdc3ceeccd

RUN3707

-3.01

0.26

-30 -



sprint-5-dimer-x11498-dimer-neutral

EN300-181688 1 1 1

AN
Z

(\ %

EN300-37123 1 1 1

NN
~Z

/ o o

EN300-341337 3.2 1

NN
Z

HN (0]

(0]
H /'llo
H .,,‘(
o
© o

EN300-52380 1 1 1

NN
Z

HN O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-181688 1 1 1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3ce(ccd)Cl)NC(=0)c5ee6n(n5)CCO6

RUN2937

-3.00

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-37123 1 1 1

Cnlco(c(=0)[nH]c1=0)C(=0)N[C@]2(CCOc3c2cc(ce3)ClC(=0)Nedencesedecces

RUNS3579

-3.00

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-341337 3 2 1

RUN4909

-2.99

0.38

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-52380_1 1 1

clcee2ce(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ced)CNC(=0)c5en(nn5)CC(=0)N

RUN3402

-2.99

0.26

-31-



EN300-197715 3

sprint-5-dimer-x11498-dimer-neutral

1.1 CID: EN300-197715 3 1 1
ANV
/ SM I L ES Cc1nnnn1CCCOCC[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Nedence5edccees
HN 0 RUN: RUN2860
N:(
| X " DDG (kcal/mol): -2.99
S\~
o dDDG (kcal/mol): 0.33
EN300-1301381_1 2 1 CID: EN300-1301381_1 2 1
NN
/ S M I L ES COC[C@]1(CCCO1)C(=0)N[C@]2(CCOC3c2cc(ce3)Cl)C(=0)Nedence5edceces
o)
HN 0 1ef—0 RUN: RUN3062
N
H o)
‘ DDG (kcal/mol): -2.99
o)
dDDG (kcal/mol): 0.27
DAR'DIA'5ﬁ57136'13_1_1 CID: DAR-DIA-5ff57136-13_1 1
AN
P SMILES: CHCCN(cLence2c1ccce2)C(=0)[C@@HIBCCOc4c3cc(ced)Cl
\/N o RUN: RUN2998
DDG (kcal/mol): -2.98
o dDDG (kcal/mol): 0.13
DAR'DIA'5ﬁ57136'16_2_1 CID: DAR-DIA-5ff57136-16_2_1
AN
/ SM I L ES C[C@H](C#C)N(clencc2cleccc2)C(=0)[C@@H]3CCOc4c3cc(ccd)Cl
\/N o RUN: RUN4314
- & DDG (kcal/mol): -2.98
o)

dDDG (kcal/mol):

0.14
-32-




sprint-5-dimer-x11498-dimer-neutral

EN300-1726277 1 1 1
AN
s

L4
MIC-UNK-50cce87d-12_ 2
RN
Z
/o N o

(T,

EN300-66976_1 1 1

NN
y/
HN O
H
— N
/m ; ;
(@] (@]

EN300-1178005_1 1 1
NN
Z

HN O
/6\« |
N
Né (@] (@]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1726277_1 1 1

clece2e(e1)ence2NC(=0)[C@@I3(CCO INC(=0)[C@@
RUN3606
-2.98
0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-50cce87d-12_2

COclcccc2clce(cnc2)N3CCC[C@H](C3=0)c4ccec(c4)Cl

RUNS56

-2.97

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-66976_1 1 1

Cnlcec(n1)C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncdence5edccecs

RUN2809

-2.96

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1178005_1 1 1

clecc2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)CIINC(=0)c5ec(on5)C#N

RUN3118

-2.96

0.23

-33-



sprint-5-dimer-x11498-dimer-neutral

EN300-246747 3 2 1

NN
Z

HN (©]

H ITH
D‘JO
e) (6]

EN300-143449 1 1 1

Y
P
HN (o]
H
N
o:N/\/\«O (e}
1\}
(@]

EN300-7465954 1 1 1
NN
Z

7 \ N
/
/O

EN300-189901 1 1 1

NN
y/
HN o K / \N
—
N
H NH

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-246747_3 2 1

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

RUN3844

-2.96

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-143449 1 1 1

clece2c(c1)encc2NC(=0)[C@@]3(CCOc4c3ec(ced)CI)NC(=0)CCCN(=0)=0

RUN3645

-2.95

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7465954 1 1 1

COc1c(=0)ccoc1C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedence5edceees

RUN3744

-2.94

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-189901 1 1 1

clece2c(cl)encc2NC(=0)[C@@]3(CCO )NC(=0 ]c(=0)[nH]6

RUN2758

-2.94

0.24

-34-



sprint-5-dimer-x11498-dimer-neutral

EN300-141695 1 1 1
ANV
Z

HN o
\ ;
H
d‘(“
o o

EN300-651307 3 1 1
Y
Z

HN (©]

N

N

I N/ H /'.Oo
\)".« (o]
(o}

EN300-6731334 1 1 1

NN
Z

o HN o
O « L]
«,
H
0 0

EN300-33478 3 2 1

AN
Z

HN O

[IT

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-141695 1 1 1

CNICCIC@@HICI=0)C(-ONIC@I(CCO oo
RUN2815

-2.93

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-651307_3_1 1

CC[C@@H](C(=0)NCC[C@]1(CCOc2clce(cc2)Cl)C(=0)Ne3ence4c3eceed)n5enens

RUNS3173

-2.93

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6731334 1 1 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOcAc3ec(ced)CINC(=0)C56CCN(CCE)S(=0)(=0)C6

RUN2780

-2.92

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-33478 3 2 1

CCNIC[C@H](CC1=0)C(=0)NCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedence5caccees

RUN4628

-2.92

0.44

-35-



sprint-5-dimer-x11498-dimer-neutral

EDG-MED-90036822-94 16

NN
P/

HN 0
F H
N
° o o)
-
OH

EN300-2983057 1 1 1

NN
2
N_N/ H
| )~
!
EN300-379219 1 1 1
Y
~Z
HN O W!\l
%
O

EN300-7437385 1 1 1

NN
y/

HN O
% o
2 §
N"\H
2 o o
H

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-94_16

RUN1700

-2.92

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-2983057_1 1 1

Cnlc(c(cn1)C#N)C(=0)N[C@]2(CCOX 1)C(=0;

RUN3463

-2.92

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-379219 1 1 1

RUNS5085

-2.91

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7437385 1 1 1

cleee2e(e1)ence2NC(=0)[C@@I3(CCOeAc3ce(ccd)CINC(=0)[C@HISCIN@HBCCCIC@HIECO5

RUNS3255

-2.90

0.42

-36 -



sprint-5-dimer-x11498-dimer-neutral

EN300-237561_1 1 1

EN300-12929 1 1 1
NN
Z

pzd

O‘

VLA-UCB-551¢2366-1_1

NN
Z
HN o

P~

O

HN o
H
/Q\O o 0

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-237561_1 1 1

clcce2ce(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ce4)CNC(=0)Cn5c(=0)ccens

RUN3129

-2.90

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-97847 1 1 1

Cnlcc(ncl)C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncdence5edccecs

RUN3059

-2.90

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-12929 1 1 1

Cclcc(nol)OCC(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedence5edccees

RUN3696

-2.89

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-551¢2366-1_1

CN(C)clcee(cel)[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedence5c4ceees

RUN995

-2.88

0.20

-37-



sprint-5-dimer-x11498-dimer-neutral

EN300-6482296 1 5 1
NN

HN O

ZT

EN300-640698 1 1 1
NN
Z

HN O
H (@]
N ¥
\ 4
(@] (@]

EN300-2007648 1 1 1
NN
Z

HN 0
H
&«N
0
0 0

EN300-142240 1 1 1
AN
Z

/ HN O
(@]
H
— N
/Dﬁ(
(@] O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6482296_1 5 1

RUN3499

-2.87

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-640698 1 1 1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3ce(ccd)ClINC(=0)c5eee([nH]c5=0)C#N

RUN2874

-2.87

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-2007648 1 1 1

clcce2c(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)CIINC(=0)C56CC(C5)CO6

RUN2741

-2.86

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-142240 1 1 1

Cnlc(cc(n1)C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncdencc5edccec5)0C

RUN2843

-2.86

0.28

-38 -



sprint-5-dimer-x11498-dimer-neutral

EN300-30768 1 1 1

NN

Z
(W ! :

J

EN300-218116 3 1 1

NN

Z
JE@

HO

EN300-262745 1 1 1

NN
y/
( HN O
N H
I\ N
",
(@] (@]

EN300-83558 1 1 1

NN
v
HN o
N
/ N‘/\<o o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-30768_1 1 1

C[C@@H]1C[C@@H]1C(=0)NCC(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Neacnce5eaccees

RUNS3950

-2.86

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-218116 3 1 1

CC(CO)(CO)COCC[C@]1(CCOc2clce(cc2)Cl)C(=0)Ne3enccdc3ccecd

RUN4937

-2.86

0.42

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-262745 1 1 1

CCnlcc(nn1)C(=0)N[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Ncdence5caceees

RUN4404

-2.86

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-83558_1 1 1

Ccleenn1CC(=0O)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncdcncc5c4ceees

RUN3688

-2.86

0.24

-39 -



sprint-5-dimer-x11498-dimer-neutral

EN300-179091 1 1 1

NN
Z

HN 0
H
. N
)\ o/\«
F o o

MAK-UNK-3875bbc8-2_1_1
NN
~Z

EN300-107267 3 1 1

NN
P/

HN (0]

N
O
@ o
(0]
—
N

EN300-246248 3 2 1

NN
P

HN (0]

[N
0
HN “l/

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-179091 1 1 1

clecc2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cec(cc4)C)NC(=0)COC(F)F

RUNS5288

-2.85

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-3875bbc8-2_1 1

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

RUN3363

-2.85

0.09

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-107267_3_1 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cec(ced)C)CCO[C@@H]SCCCNC5=0

RUN3143

-2.85

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-246248_3 2 1

clcce2c(cl)encc2NC(=0)[C@ @]3(CCOc4c3cc(ccd)Cl)CCOC[C@H]SCCNC5=0

RUN3788

-2.85

0.27

-40 -



sprint-5-dimer-x11498-dimer-neutral

EN300-62574 3 1 1

NN
P SMILES:

HN o RUN:

" DDG (kcal/mol):
N =N o J i

|
N/\/>\/ o dDDG (kcal/mol):

CID:

EN300-62574 3 1 1

Cn1c(nnn1)COCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nc4cnec5cdccees

RUN3282

-2.85

0.27

CID:
NN
2 SMILES:
HN o)
RUN:
H

o DDG (kcal/mol):
=X
o} o
\)\ dDDG (kcal/mol):

EN300-12067 1 1 1

Cclesc(=0)n1CC(=0)N[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Ncacnec5cdccees

RUN2987

-2.84

0.28

EN300-186929 1 1 1

NN
~ SMILES:
(@]
HN 0 RUN:
H —
HN N .
& DDG (kcal/mol):
(e}

dDDG (kcal/mol):

CID:

EN300-186929 1 1 1

Cclc(nc[nH]1)CC(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncacnce5edceees

RUN2980

-2.84

0.24

VLA-UCB-34f3ed0c-3 1 1

CID:
NN
SMILES:
/
HN 0 RUN:
H
N
N DDG (kcal/mol):
/ boo
HN / o

dDDG (kcal/mol):

VLA-UCB-34f3ed0c-3_1_1

clccc2e(cl)encc2NC(=0)[C@ @]3(CCOc4c3cc(ced)Cl)C(=0)NCe5cen[nH]5

RUN2909

-2.84

0.26

-41 -



sprint-5-dimer-x11498-dimer-neutral

EN300-211777 1 1 1

NN
P

o1
o

EN300-98648 3 2 1
N
e

HN (e]

|
EN300-805037 1 1 1
Y
Z

\N (@] (0]
I

CHO-MSK-5891c1ff-3_1

G
B

HN

o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-211777 1.1 1

CC(=0)N1CCCIC@@H]1C(=0)N[C@]2(CCOc3c2cc(ce3)CIC(=0)Nedence5edecces

RUN2810

-2.83

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-98648 3 2 1

CN1CC[C@H](C1=0)OCC[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Ncdcnce5eaccees

RUN2936

-2.83

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-805037_1 1 1

Cnlc2ce(c(=0)[nH]c2cn1)C(=0)N[C@]3(CCOc4c3cc(ced)Cl)C(=0)Ne5encebesceect

RUN3274

-2.83

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CHO-MSK-5891c1ff-3_1

clece2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)OCCN5CCOC5=0

RUN1726

-2.83

0.22

-42 -



sprint-5-dimer-x11498-dimer-neutral

EN300-247428 1 1 1

5
5

EN300-00271 3 1 1

P\
\
N

S

EN300-258702 1 1 1

NN
Z
HN

Iz
-~

EN300-7461217 1 1 1

NN
G
HN
Fl

l' H
N
7]
HO
O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-247428_1 1 1

cleee2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ced)CI)NC(=0)c5en(nn5)CC6CCH

RUNS3302

-2.82

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-00271 3 1 1

C[C@@H](C(=0)NCC[C@]1(CCOc2clec(cc2)Cl)C(=0)Ne3encedc3ecec4)NC(=0)N

RUNS617

-2.81

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-258702_1 1 1

Cnlcec(n1)CC(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncacncc5edccees

RUN3103

-2.81

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7461217 1 1 1

0)[C@@HISCI!

RUN3199

-2.81

0.25

-43 -



EN300-373476_1 1 1

sprint-5-dimer-x11498-dimer-neutral

EN300-373476_1 1 1 .
Y
/ SM I L ES C[C@@]1(CCCS1(=0)=0)C(=0)N[C@]2(CCOc3c2cc(ce3)CI)C(=0)Nedcnce5eaccees
HN 0 RUN: RUN2818
/A H DDG (kcal/mol): -2.80
m o dDDG (kcal/mol): 0.32
EN300_85853—1—1—1 CID: EN300-85853_1 1 1
Y
/ SM I L ES Cclec(=0)c(c[nH]L)C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)NedenceSedceees
HN 0 RUN: RUN3700
OH
- H DDG (kcal/mol): -2.80
\_4
o o dDDG (kcal/mol): 0.30
EN300-3 04695_1_2_1 CID: EN300-304695 1 2 1
NN
/ SM I L ES CN1CCCC[C@H](C1=0)C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedcnce5edccees
HN 0 RUN: RUN3374
| .
H DDG (kcal/mol): -2.79
"
o o dDDG (kcal/mol): 0.27
EN300_120119—1—1—1 CID: EN300-120119 1 1 1
NN
/ SM I L ES CN([C@@H]1CCNC1=0)C(=0)C[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Neaence5eaccees
HN (©]
RUN: RUN2824
\ N
:“~( DDG (kcal/mol): -2.79
o [e]
N © dDDG (kcal/mol): 0.24
-44 -



sprint-5-dimer-x11498-dimer-neutral

EN300-185378 3.1 1

NN
s

HN O

)\/o Y

HO

EN300-17381 3 2 1
AN
~Z

HN O

fe) [T
O

g

H,N o

w

EN300-1244816 1 1 1

NN
2
HN o)
>/ N\ o) o

N\NéN

EDG-MED-90036822-78 1

Y
/
HN o
F H
MN
° [¢] o}
-

OH

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-185378 3 1 1

C[C@@H](COCC[C@]1(CCOc2clce(cc2)Cl)C(=0)Nc3enccdc3ceccd)O

RUN3277

-2.79

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-17381 3 2 1

C[C@H](C(=0)N)OCC[C@]1(CCOc2clce(cc2)Cl)C(=0)Nec3enccdc3ccecd

RUN2992

-2.79

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1244816 1 1 1

Cc1nnnn1CC(=0)N[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Ncacnec5cdccees

RUN3046

-2.79

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-78_1

cleec2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)CIINC(=0)[C@@H]([C@@H](C5CC5)0)F

RUN1672

-2.79

0.21
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sprint-5-dimer-x11498-dimer-neutral

EN300-373435 1 1 1

NN
Z

HN

(¢}
¥

EN300-17381 3 2 1
AN
~Z

L=

N

II'.

HN O

fe) [T
O

g

H,N o

w

EN300-244909 3 1 1

AN
Z

HN (0]
(¢}
H /llo
N
(6]
(0]
HO

EN300-209316 1 1 1

NN
y
O
HN (@]
TN-{
bl

CID: EN300-373435 1 1 1
SMILES: coseoo
RUN: RUNG6704
DDG (kcal/mol): -2.78
dDDG (kcal/mol): 0.30

CID:

SMILES:
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

EN300-17381 3 2 1
CICHIC(=ONIOCCICBIA(CCOR2eLcc(oe2)CC(-ONeanccAcoood
RUN2896
-2.78

0.24

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

dDDG (kcal/mol):

EN300-244909 3 1 1
O
RUN2854
-2.78

0.33

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

dDDG (kcal/mol):

EN300-209316_1 1 1

Cr{oent)OC(-OINIC@I2(CCORSeRoc{saIC=ONoAancoSedooocs

RUN2979
-2.78

0.21




sprint-5-dimer-x11498-dimer-neutral

EN300-77520 1 1 1
Y
~Z

HN O
H
N
O~
O
O O

EN300-211482 3 2 1

NN
Z

HN O

I
O

o
\\‘f
o

EN300-1659582 1 1 1

O

A

EN300-254854 1 1 1
NN

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-77520_1 1 1

cleee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)CIINC(=0)COC5CCOCCS

RUN2786

-2.78

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-211482 3 2 1

C[C@H](C(=0O)NC)OCC[C@]1(CCOc2clce(cc2)Cl)C(=0)Ne3enceac3ececd

RUN2964

-2.77

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1659582 1 1 1

C#CCNC(=0)CO[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccdc3ceecd

RUNS5419

-2.77

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-254854 1 1 1

cleec2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)CIINC(=0)[C@@H]SC[C@H]SN(=0)=0

RUN2805

-2.77

0.18
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sprint-5-dimer-x11498-dimer-neutral

EN300-105693 3 1 1

NN
2

HN O
e} H /llo
N
O
HO o

EN300-80083 1 2 1
Y
.

HN (0]

..'«
N
H

O O

H
N

EN300-79497 1 1 1
Y
s

\N O HN 0
/ o o

EN300-185378 3 2 1

NN
s

HN (@]

\\/O
\S
HO\

LITH

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-105693 3 1 1

cleee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)CCNC(=0)C5(COC5)CO

RUN3459

-2.77

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-80083_1 2 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cee(ced)CHNC(=0)[C@HISCCCCC(=0)NS

RUN3529

-2.76

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-79497 1 1 1

Cnleo(c(=0)n(c1=0)C)C(=0)N[C@]2(CCOC3c2cc(ce3)Cl)C(=0)Nedence5eaceees

RUN4734

-2.76

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-185378 3 2 1

C[C@H](COCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccdc3ccecd)O

RUN4676

-2.76

0.31

-48 -



sprint-5-dimer-x11498-dimer-neutral

ALP-POS-ce760d3f-8 1

o

EN300-300217 1 1 1

©Q

HO
-
-
o
e

EN300-315836_1_1 1

©Q
o 15

EDG-MED-90036822-94 9

OH

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ce760d3f-8_1

clccc2c(cl)encc2N3CCC[C@@H](C3=0)c4ccc(ccd)Cl

RUN1278

-2.75

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-300217_1 1 1

CIC=C\[C@@H](C(=0)N[C@]1(CCOc2c1cc(cc2)Cl)C(=0)Ne3encedcdeceed)O

RUN3409

-2.75

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-315836_1_1 1

clcec2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(cc4)C)NC(=0)c5[nH]cen5

RUNS3201

-2.75

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-94_9

HI(C(=C

RUN1696

-2.75

0.23

=49 -



sprint-5-dimer-x11498-dimer-neutral

EN300-178876_1 2 1
N
~Z

N

MIC-UNK-50cce87d-11 2

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-178876_1 2 1

C[C@]1(CCCNC1=0)C(=0)N[C@]2(CCOc3c2cc(cc3)Cl)IC(=0)NcdenceSeaceees

RUN7412

-2.74

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-50cce87d-11_2

Cclccec2cle(cnc2)N3CCC[C@H](C3=0)c4ccec(c4)Cl

RUNS50

-2.74

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-171766_3 1 1

cleee2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)ICCOC5n[nH]c(=0)s5

RUN3186

-2.74

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-126104 1 1 1

Celecen(c1=0)CC(=0)N[C@]2(CCOc3c2cc(ce3)CI)C(=0)Nedence5edceces

RUN3219

-2.73

0.29

-50 -



sprint-5-dimer-x11498-dimer-neutral

EN300-220194 1 4 1

ANV
/
HN o
\ S
N
(0] s" H
N
L)
)
HO®
o) o

AN
/
0
HN 0
H
\
N
H NH
N
0 |

EN300-139167 3 1 1

NN
Z

HN (©]

e

EN300-7355981 1 1 1

NN
A

HN o)

\
N—N H
o \\
o) o
N F"

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-220194 1 4 1

C[C@H]([C@H](C(=O)N[C@]1(CCO C(=0 0)oC

RUNS3131

-2.72

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1073264 1 1 1

Cnlcc(nn1)CC(=0)N[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Ncdence5caceees

RUN3347

-2.72

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-139167 3 1 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOcAc3ec(ced)C)CCOC[C@@HISCOCCOS

RUN4110

-2.71

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7355981 1 1 1

Cnlc2c(c(n1)C(=0)N[C@]3(CCO )C(=0 {jc2=0

RUN3625

-2.71

0.30

-51 -



sprint-5-dimer-x11498-dimer-neutral

EN300-317082 3 1 1

NN
v

HN (0]

leo
O

i ;

EN300-221518 3 1 1

NN
y/

HN O

HO Lo \/'lu

EN300-205635 1 1 1

NN
P

EN300-33513 1 1 1

NN
P

HN O
H
/\‘(N } :
HZN{~ (0] (6]
O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-317082_3_1 1

clecc2ce(cl)ence2NC(=0)[C@@]3(CCOc4c3cec(cc4)Cl)CCOC5COCS

RUN2907

-2.71

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-221518 3 1 1

clecc2ce(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CCOCCCO

RUNS3306

-2.70

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-205635_1 1 1

COC(=0)COCC(=O)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccac3ceccd

RUN3334

-2.70

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-33513 1 1 1

clecc2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)NC(=0)CSCC(=0)N

RUNS3871

-2.70

0.22

-52-



sprint-5-dimer-x11498-dimer-neutral

EDG-MED-90036822-94 5

NN
P/

F

K °

& -
) OH

EDJ-MED-d203f206-29 1

NN
2

HN (@]
[N

[¢]

(e]

~\NH o

s't L)

HN

MAT-POS-9db1e783-3 1

NN
~Z

/OE/NYO
|
EN300-13890 1 2 1

NN
Z

HN (@]
(e}
H
(1] N
o= /\(
Q. o) o)

HN O
H
< N
L d
l,.
g O 0]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-94_5

HI(C(=t

RUN1663

-2.69

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-d203f206-29_1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3ee(ced)CCC(=0)N[C@@HISCCNC5=0

RUN2405

-2.69

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-9db1e783-3_1

COC(=0)/C=C/C(=0O)N(clcncc2clceec2)C(=0)[C@H]3CCOc4c3cc(ced)Cl

RUN2639

-2.69

0.38

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-13890_1 2 1

cleec2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)CIINC(=0)CS[C@H]5CCS(=0)(=0)C5

RUN4216

-2.69

0.32

-53-



sprint-5-dimer-x11498-dimer-neutral

EN300-148421 1 2 1

NN
Z

Thax

EN300-1590388 1 1 1

N

HN o
N
}- t e} o
S

]

Ol

EN300-55072_3 2 1

NN
Z

HN (©]

H [ITH
N‘/
HO \H o
(0]

EN300-1726277 1 2 1
AN
s

0\\TI

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-148421 1 2 1

clccc2e(cl)encc2NC(=0)[C@ @]3(CCOc4c3cc(ccd)Cl)NC(=0)[C@]5(CCOC5)0

RUNS3115

-2.69

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1590388 1 1 1

clcce2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)NC(=0)Cn5ec(cn5)CHN

RUN3506

-2.67

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-55072_3 2 1

C[C@H](CO)C(=O)NCC[C@]1(CCOc2clce(cc2)Cl)C(=0)Ne3enceac3ececd

RUN4429

-2.67

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1726277_1 2 1

clece2c(c)encc2NC(=0)[C@@]I3(CCOX )NC(=0)[C

RUN3178

-2.66

0.21

-54 -



sprint-5-dimer-x11498-dimer-neutral

EN300-72211 1 1 1
NN
Z

HN o)
H
K(N
L)
)
HO®
o) o

EN300-373476_3 2 1

NN
Z

HN O

EN300-211777 3.1 1

Y

T~

HJ...

L~

A~

EN300-7444950 3 1 1

N\

Z

HJ“

28R

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-72211 1 1 1

cleee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ced)CIINC(=0)[C@@H](C5CC5)0

RUNS3030

-2.66

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-373476_3 2 1

CIC@I(CCCSL=0)-0)C(-ONCTIC@IZ(CCO )
RUNS971

-2.66

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-211777 3.1 1

CCOINICCCICA@HIIC-ONCCIC@IECO het-o
RUN7271

-2.65

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7444950 3 1 1

COclce(nen1)CC(=0)NCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedenccsedceecs

RUN3232

-2.64

0.32
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sprint-5-dimer-x11498-dimer-neutral

EN300-1262608 1 1 1

NN
Z

HN (0]
o H
HN
N
/\H ¢ o

EN300-171766_1 1 2

AN
/
HN o H_H
/ )
0
o

EN300-243828 1 1 1
AN Y
Z

HN (0]
OH
= N
N
\W
(0] (6]

EN300-7444533 1 2 1

AN
Z

HN o
o
H
0 N
w
%) o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1262608_1 1 1

CCNC(=0)C(=0)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccdc3ceccd

RUN2871

-2.64

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-171766_1 1 2

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)OC[C@H]SNNC(=0)S5

RUNS3570

-2.64

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-243828_1 1 1

clcee2ce(c1)ence2NC(=0)[C@@]3(CCOc4c3ec(ced)CNC(=0)c5e[nH]nce5=0

RUN2852

-2.64

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7444533 1 2 1

C[C@H]1C[C@@H](C(=0)01)C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Neacnce5edccees

RUN2924

-2.64

0.25

-56 -



sprint-5-dimer-x11498-dimer-neutral

EN300-251867 1 1 1
Y
/ ~Z

HN O
N H
I\ N
"y,

(@] (@]

EN300-203293 3 2 1
NN
Z

HN o

O

o

EN300-761220 1 1 1

NN
P

HN O

e
A~

EN300-61694 1 1 1

AN
A
HN (@]
N= H
I~ N
~N
(e} (6]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-251867_1 1 1

COCCnlcc(nn1)C(=0)N[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Ncdence5caceecs

RUN3780

-2.64

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-203293 3 2 1

clece2e(c1)ence2NC(=0)[C@@13(CCOc4c3cec(ced)C)CCOCIC@HISCNC(=0)05

RUN2850

-2.63

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-761220 1 1 1

CC(=0)N1CSC[C@@H]1C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)NedenceSedccees

RUN2840

-2.63

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-61694 1 1 1

Cnlncc(n1)C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncdcncc5caceees

RUN3532

-2.63

0.17

.57 -



sprint-5-dimer-x11498-dimer-neutral

EN300-6505003 1 2 1

AN
Z

HN O
H O
N H
LTI N
(0] (0]

EN300-220194 3 2 1
AN
s

HN (©]

EN300-178293 3 1 1

NN
P

HN O

OJ'..

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6505003_1 2 1

C[C@H]1CC[C@@H](C(=0)N1)C(=O)N[C@]2(CCOc3c2cc(cc3)Cl)C(=0)NcacnceSedceees

RUN3066

-2.63

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-220194 3 2 1

C[C@H]([C@@H](C(=O)NCC[C@]1(CCO 1)C(=0; 0)OC

RUNG6435

-2.63

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-313062_1 4 1

CC(=0)N1C[C@H]2C[C@]2(C1)C(=0)N[C@]3(CCOc4c3cc(ce4)Cl)C(=0)Ne5eneebesecees

RUN3009

-2.62

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-178293 3 1 1

C[NH+]1CCN(CC1)C(=0)CCOCC[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Ncdcnce5eaccees

RUNS5145

-2.62

0.38

-58 -



sprint-5-dimer-x11498-dimer-neutral

EN300-201551 1 2 1

EN300-6488240 1 1 1

5e

NN
Z
(0]
HN (0]
h_N
; \
O

EN300-2908024 3 1 1

Q

. ﬁ\/llu
EN300-103638 1 1 1
Y
P

@

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-201551 1 2 1

RUN3098

-2.61

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6488240 1 1 1

clcec2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)NC(=0)Ce5nnes5

RUN2831

-2.61

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-2908024 3 1 1

CC[C@@](C)(C(=0)N)C(=0)NCC[C@]1(CCOc2clce(ce2)Cl)C(=0)Ne3encede3ecced

RUNS3633

-2.61

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-103638_1_1 1

cleec2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)CIINC(=0)CN5CCCOC5=0

RUN3712

-2.61

0.32

-59 -



sprint-5-dimer-x11498-dimer-neutral

EN300-7456948 1 1 1

NN
2
(@]
HN (@]
N —
H
N\\N /
O

EN300-77359 3 1 1
NN
Z

HN O

)\«H\/lu
/Of o

EN300-6744028 1 2 1

NN
y/

HN 0
HO
H
H
HO N
5 o} o)

EN300-1601684 1 1 1
NN
Z

HN 0
0 H
N
0
o

O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7456948 1 1 1

clecc2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cec(ccd)Cl)NC(=0)Ce5ecenns

RUN3029

-2.61

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-77359 3 1 1

C[C@@H](C(=0O)NCC[C@]1(CCOc2c1ce(cc2)Cl)C(=0; 0CCOC

RUNS5465

-2.61

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6744028 1 2 1

RUNS3395

-2.61

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1601684 1 1 1

CC1(C@@H](0CCO1)C(=0)N[C@]2(CCO (=0

RUN2971

-2.60

0.28

-60 -



sprint-5-dimer-x11498-dimer-neutral

EN300-85473 1 1 1
AN\

HJ'..
i/ \  ©

N\NéN

EN300-6764836_1 6_1

NN
y/

HN O
HO
H
H
HO #1144 N
o (@] (6]

EN300-6478631 1 2 1

NN
2
HN o
H
N
..,‘(
/ N o o
N\/)

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-85473 1 1 1

Cclc(nnnlC)C(=0)N[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Ncdence5caceees

RUNG6014

-2.60

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-872798 3 1 1

cleec2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)ICCNC(=0)Cn5¢(nnn5)C6CCE

RUNS775

-2.60

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6764836_1 6_1

RUN3369

-2.60

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6478631_1 2 1

cleec2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)CIINC(=0)[C@H]5CCCeén5cnné

RUN2947

-2.60

0.24

-61 -



sprint-5-dimer-x11498-dimer-neutral

EN300-222969 3 2 1

NN

loe,

/b""/ ~

EN300-1627945 3 2 1

ANV
Z

HN

o

loo

EN300-21009 1 1 1

NN

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-222969 3 2 1

CNICIC@HIECI=0)COCCIC@IR(CCO oo
RUN2898

-2.60

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1627945 3 2 1

cleee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(cc4)CI)CCNC(=0)CO[C@H]5CCCOCS

RUNS777

-2.59

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-21009 1 1 1

cleee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(cc4)CIINC(=0)[C@@H]5CCCO5

RUN3225

-2.58

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-29_3

clece2c(c1)ence2N(C(=0)CIC@@H]3CCCIC@H]([C@@HIB0)C(F)F)C(=0)ON

RUN1085

-2.58

0.37

-62 -



sprint-5-dimer-x11498-dimer-neutral

EN300-1709410 1 4 1
NN

..'
@]
ZzT Z
(@)
O

.
-
-

OH

EN300-108236 1 1 1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1709410 1 4 1

C[C@H]1C[C@H](N1C(=0)C[C@]2(CCOx 1)C(=0; o)

RUN4112

-2.57

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7473378 3 1 1

C[NH+]1CCC(CC1)(C#N)C(=O)NCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedenceseaceees

RUN4066

-2.57

0.41

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6729572_1 6_1

C[C@H](IC@@H]1C[C@H]1C(=0)N[C@]2(CCOX 1)C(=0) o

RUNS3177

-2.56

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-108236_1 1 1

cleec2e(el)encc2NC(=0)[C@@]3(CCOc4c3ce(ccd)Cl)NC(=0)CnScc(nns)CO

RUNS3500

-2.56

0.28

-63-



sprint-5-dimer-x11498-dimer-neutral

EN300-249764 3 1 1
NN
~

HN (e}

HO H leo
N

EN300-217107 1.2 1

NN
2

EN300-6764836_1 8 1

NN
y/

HN 0
HO
H
H
HO N
5 o} o)

EDG-MED-90036822-34 1
NN
Z

HN o
H
N

(6] O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-249764 3 1 1

cleee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)ICCNC(=0)[C@@H](C5CCC5)0

RUN4223

-2.56

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-217107_1 2 1

clcce2c(cl)encc2NC(=0)[C@ @]3(CCOc4c3cc(ccd)CINC(=0)[C@H]SCC[C@@H]5C(=0)N

RUN2806

-2.56

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6764836_1 8 1

)[C@HISCIC@@H]SIS @H]506)

RUN3412

-2.56

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-34_1

COCC(=0O)N[C@]1(CCOc2clce(cc2)Cl)C(=0)Nec3enccdc3ccecd

RUN1534

-2.56

0.18

-64 -



sprint-5-dimer-x11498-dimer-neutral

EN300-6729572 3 7 1

NN
Z

HN (©]

H [ITH
A N
-
- 0y
(o]

o

EN300-1072972 3 1 1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6729572_3 7 1

CIC@@H](IC@H]LCIC@H]LC(=0)NCC[C@]2(CCO 1)C(=0] o

RUN3648

-2.55

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1072972 3 1 1

clece2e(c1)ence2NC(=0)[C@@13(CCOc4c3cce(ced)C)CCNC(=0)C[C@@HISCCOCE=0

RUN4553

-2.54

0.38

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1915260 4 2 1

COC[C@H](COCCC[C@]1(CCOc2clce(cc2)Cl)C(=0)Ne3enceac3ccced)O

RUNG6041

-2.54

0.45

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1600363 1 1 1

cleec2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)ClINC(=0)[C@@H]SC[C@H]SCH#N

RUN3654

-2.54

0.20

-65 -



sprint-5-dimer-x11498-dimer-neutral

EN300-7432302 1 1 1

AN
Z

HO
-
L
Ll

AN

Z
N 0
5@

\

MIC-UNK-50cce87d-12_1

N
=
O N’ :o

EN300-1273172_1 1 1

el

2O~

z

NS

P4

Stay

MAK-UNK-3875bbc8-2_1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7432302_1 1 1

RUN2759

-2.54

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-3875bbc8-2_1

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

RUN718

-2.54

0.09

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-50cce87d-12_1

COclccec2elc(cnc2)N3CCC[C@@H](C3=0)c4cccc(cd)Cl

RUNS67

-2.54

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1273172_1 1 1

clcce2e(cl)ence2NC(=0)[C@ @]3(CCOc4c3cc(ccd)CINC(=0)c5enc(cn5)C(=0)N

RUN3820

-2.53

0.26

- 66 -



sprint-5-dimer-x11498-dimer-neutral

EN300-5253939 1 2 1
NN

EN300-143564 1 1 1

N

NN
=
(@]
HN (@]
Y\_N
N
H
(@)
%

EN300-101291 1 1 1

NN
y
HN 0
y o
N H
o% N
/\/ 0 o
HO

EN300-102487 1 1 1
=N
Z

\ 0 ! :(

P

(@)
AL

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-5253939 1 2 1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3ce(ccd)ClINC(=0)[C@H]5COC(=0)05

RUN3790

-2.53

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-143564 1 1 1

CN\1C(=0)CS/C1=C\C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedence5caccees

RUN4048

-2.53

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-101291 1 1 1

clcee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(cc4)CIINC(=0)c5en(c(=0)[nH]c5=0)CCO

RUNS5631

-2.53

0.39

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-102487 1 1 1

Cn1c(=0)c(clnH]c1=0)C(=0)N[C@]2(CCOc3c2cc(ce3)ClC(=0)Nedencesedccces

RUN3427

-2.52

0.31

-67 -



sprint-5-dimer-x11498-dimer-neutral

EN300-20668 3 1 1

NN
P

HN O

H N
N

/OO

EN300-06030 1 1 1

Y
2
HN (@]
N——\
I\ §
N%/
N
(6] (e}

EN300-221518 3 1 1

NN
y/

HN O

HO Lo \/'lu

EN300-44821 1 1 1
Y
s

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-20668_3 1 1

COC(=0)CC(=0)NCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccac3ceecd

RUNS5029

-2.52

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-06030_1 1 1

clcee2c(c1)ence2NC(=0)[C@@13(CCO INC(=0

RUN4992

-2.52

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-221518 3 1 1

clecc2ce(cl)ence2NC(=0)[C@@]3(CCOc4c3cec(ccd)Cl)CCOCCCO

RUN3784

-2.52

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-44821 1 1 1

C=CCOCC(=O)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccac3ceecd

RUN3405

-2.51

0.18

-68 -



sprint-5-dimer-x11498-dimer-neutral

EN300-174603 3 1 1

NN
P

HN O

o lllo
\ {\/
N (0]
\o, >

EN300-216063 3 1 1
AN
s

HN (©]

1) o /'.Oo
\N»\/ O

\

EN300-6744028 1 4 1

NN
y/

')

EN300-365398 2 1 1
NN
Z

Ne=N

] \>\L
/lu.

-5

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-174603_3_1 1

CN(C(=0)CCOCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccdc3ceecd)OC

RUN4409

-2.51

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-216063 3 1 1

CN(C)C(=0)COCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccdc3ceccd

RUN3954

-2.50

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6744028 1 4 1

RUN3548

-2.50

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-365398 2 1 1

Cn1c(nnn1)CCOC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nc4cnec5cdccees

RUNS3291

-2.50

0.30

- 69 -



sprint-5-dimer-x11498-dimer-neutral

EDJ-MED-6864a934-7_1

NN
Z

/N\

EN300-244278 1.1 2

NN
Z

’,
N""N

O /

EN300-94945 1 2 1
NN
Z

EN300-97697 1 1 1

AN

HO

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-6864a934-7_1

cleee2c(c1)ence2NC(=0)[C@@13(CCO INC(=0

RUN2435

-2.49

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-244278_1 1 2

clecc2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)ClINC(=0)[C@H]5C=C6COCCIN@@]6N5

RUN2939

-2.49

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-94945 1 2 1

clcee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)CIINC(=0)[C@H]SCCNC5=0

RUNS3003

-2.49

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-97697 1 1 1

CN(C1CC(C1)0)C(=0)C[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Neacnce5edceees

RUNS3311

-2.49

0.30

-70 -



sprint-5-dimer-x11498-dimer-neutral

EN300-7463171 1 1 1

\N ,’/OH
/ O«
~0
HN o /)

EN300-205622 1 1 1

NN
Z

o

EN300-107892 1 1 1

NN
P

HN (@]
N = N e:
N[// o o

EDJ-MED-d203f206-3 1

NN
o

ﬁ[’@

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7463171 1 1 1

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

RUN3826

-2.49

0.44

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-205622_1 1 1

CS(=0)(=0)c1ncec(n1)C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedencesedccees

RUN3236

-2.48

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-107892_1 1 1

clece2e(c1)ence2NC(=0)[C@@I3(CCO INC(=0)C: 6CC6
RUN3322

-2.48

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-d203f206-3_1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CC(=0)NSCCOC[C@@H]5c6ncon6

RUN2442

-2.48

0.41

-71 -



sprint-5-dimer-x11498-dimer-neutral

EN300-6238494 1 1 1

NN
RS
(% |
EN300-41423 1 1 1
ANV
Z
%
¢
EN300-17381 3 1 1
Y
~Z
o»\(O\/““EQ

EN300-2011083 1 1 1
NN
Z

HN
H
N
.
(6]

(0]

o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6238494 1 1 1

clcce2c(cl)encc2NC(=0)[C@ @]3(CCOc4c3cc(ced)Cl)OCC(=0)[C@@H]5COCCO5

RUN4186

-2.48

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-41423 1 1 1

Celeoo(c(=0)n1C)C(=0)N[C@]2(CCOc3c2cc(ce3)ClC(=0)Nedencesedecces

RUN3243

-2.48

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-17381 3 1 1

C[C@@H](C(=0)N)OCC[C@]1(CCOc2clee(cc2)Cl)C(=0)Ne3encedc3ceees

RUN4638

-2.48

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-2011083 1 1 1

cleec2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)CIINC(=0)[C@@H]5CCC(=0)0CCs

RUN4483

-2.47

0.29

-72-



sprint-5-dimer-x11498-dimer-neutral

EN300-59285 3 1 1

ANV
P/

HN (©]

H [ITH
N.._/
WL« y
HO o

EN300-1268016 1 11 1

NN
2

HN (¢]

u H loo
N
N '6
H.N N
o
100
o
H

EN300-6744028 1 6_1

NN
y/

HN O
HO
H
H
HO #1144 N
o (@] (6]

EN300-6733459 1 1 1
N

=

HN (@)
(@)
[\
o= H
] N
N
S
(0] (@)

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-59285 3 1 1

CC(C)(C(=0)NCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3encedc3ceced)O

RUNS564

-2.47

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1268016_1 11 1

HI(CB)IC(=ON

RUN4057

-2.47

0.38

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6744028 1 6_1

RUN2931

-2.47

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6733459 1 1 1

RUN3185

-2.47

0.53

-73-



sprint-5-dimer-x11498-dimer-neutral

EN300-298552 1 2 1
Y

Z
O’
(0]
HN 0 ?‘wi
oll|>
N
H
(0]
O

EN300-111863 3 1 1

EN300-226964 1 1 1
NN
Z

/() o} o

EN300-29220 1 1 1
AN
Z

HN O
H O
H
N/ N
\W,
(@] (0]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-298552 1 2 1

CO[C@H]([C@@H]1CCOC1)C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedenceseaccecs

RUN3252

-2.46

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-111863 3 1 1

cleee2e(cl)encc2NC(=0)[C@@)3(CCOx )CCNC(=0)Ci #N

RUN3386

-2.46

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-226964 1 1 1

Ccleen(n1)CC(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncacncc5edccees

RUN4851

-2.46

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-29220 1 1 1

Cele(n[nH]c(=0)c1C(=0)N[C@]2(CCOx 1)C(=0;

RUNG6549

-2.44

0.27

-74 -



sprint-5-dimer-x11498-dimer-neutral

EN300-23942 1 1 1
AN
s

() ) le)

EN300-1696962 3 1 1

NN
2

HN O

N=
' -—\N T
'Y \\\/O\/.

ALP-UNI-44c99a80-3 1

Y
QSL@

(0]

ED_-GRI-5b13fbe2-74_1

NN
P/
HN 0 —
/N
Y

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-23942 1 1 1

clece2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)NC(=0)Cn5ceen5

RUN3022

-2.44

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1696962_3 1 1

clecc2ce(cl)ence2NC(=0)[C@@]3(CCOc4c3cec(cc4)Cl)CCOCCCn5cnnn5

RUN3034

-2.44

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-44c99a80-3_1

clccc2c(cl)ence2N(Ce3enco3)C(=0)[C@@H]4CCOc5c4cc(cc5)Cl

RUN446

-2.44

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ED_-GRI-5b13fbe2-74_1

RUN1538

-2.43

0.33

-75-



sprint-5-dimer-x11498-dimer-neutral

EN300-254883 3 1 1

N
~ N

SRS

VLA-UCB-50c39ae8-8 2 1

N
2

HN (¢]

n

+ L)
H. on

EN300-175186_3 2 1
AN
~Z

HN O

"

1

w

HO

EN300-21258 3.1 1
NN
Z

HN (@]

LITH
O

HO o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-254883 3 1 1

Cclc(non1)CC(=0)NCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncacnce5edceees

RUN3642

-2.43

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-50c39ae8-8_2_1

clcee2e(c1)ence2NC(=0)[C@@H]3CCOc4c3cc(cc40[C@H]5C[C@@H]([NH2+]5)0)Cl

RUN3384

-2.43

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-175186_3_2 1

C[C@H](CO)OCC[C@]1(CCOc2clce(cc2)Cl)C(=0)Nc3enccdc3ccecd

RUN2885

-2.43

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-21258 3 1 1

clecc2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cec(cc4)Cl)CCOCCO

RUN3090

-2.42

0.22

-76 -



sprint-5-dimer-x11498-dimer-neutral

EN300-18928 1 2 1
N
g

EDG-MED-90036822-94 8

EN300-20375 1 1 1
Y
Z

H ! < 7
/ofo/\«o 0

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-18928 1 2 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOcAc3ee(ced) CINC(=0)[C@HISCSCNSC(=0)C6CCH

RUN3392

-2.42

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-94_8

RUN1670

-2.42

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-246248_2 2 1

cleee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)ICOC[C@H]SCCNC5=0

RUNS3590

-2.41

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-20375 1 1 1

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

RUN3224

-2.41

0.23

-77 -



sprint-5-dimer-x11498-dimer-neutral

EN300-322400 3 1 1

Y
2
HN (o]
(\O H /lu
(e} (o)

EN300-270710 3 1 1

Y
/
HN O
beo
(¢}
Ov' /\/
(@]
G
HZN' L) o)

EN300-114526 1 1 1

AN
Z

HN o
OH
H
— N
HN /7
N
o) o

EN300-139268 1 1 1

NN
Z

HN O
O H
HN
F N
H (e} (0]
F

F

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-322400_3_1 1

RUN3082

-2.41

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-270710 3 1 1

clecc2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CCOCCS(=0)(=0)N

RUN3083

-2.40

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-114526 1 1 1

Cele(c([nH]n1)C(=0)N[C@J2(CCO C(=0 o

RUN2707

-2.40

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-139268 1 1 1

cleec2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)ClINC(=0)C(=0)NCC(F)(F)F

RUNS050

-2.40

0.22

-78 -



sprint-5-dimer-x11498-dimer-neutral

EN300-343474 1 1 1

NN
/
o
HN o] O
N
H NH
o)

EN300-248888 3 2 1

NN
Z

HN (©]

H [ITH
N

-
- o
HO

ALP-UNI-dbbfd3db-15_2
NN
P

HE

EN300-211482 3 2 1

NN
Z

l“‘

HN O

o LS
4 o

(1

\N
H

w

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-343474 1 1 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3ee(ced)CNC(=0)C[C@@HISCCNC5=0

RUNS3511

-2.40

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-248888 3 2 1

C[C@](C=C)(C(=0)NCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3enceac3eeecd)O

RUNG6389

-2.39

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-dbbfd3db-15_2

C[C@H](C(=0)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enceac3cecc4)NC(=0)C5CCCs

RUN2652

-2.39

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-211482 3 2 1

C[C@H](C(=0O)NC)OCC[C@]1(CCOc2clce(cc2)Cl)C(=0)Ne3encc4ac3ececd

RUN2995

-2.39

0.33

-79-



sprint-5-dimer-x11498-dimer-neutral

EN300-344753 1 1 1
ANV
~Z

HN O

(0]
[ITH
N N
HO H
(0] (0]

EN300-658559 3 1 1

AN
Z

o

EN300-20980 1 1 1

NN
P

HN (0]
H
N
i ( }:)
N([\léN

EN300-6255179 3 1 1

r~ !

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-344753_1 1 1

clece2e(c1)ence2NC(=0)[C@@13(CCOc4c3ec(cod)Cl)CC(=0)NSCCC(CCE)C(=0)NCCO

RUN3993

-2.39

0.48

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-658559 3 1 1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CCNC(=0)C5(CC5)n6eennb

RUN4391

-2.39

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-20980_1 1 1

clecc2ce(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)NC(=0)Cn5cnnn5

RUNS3116

-2.39

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6255179 3 1 1

clecc2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CCOCCn5enen5

RUN3624

-2.38

0.31

-80 -



sprint-5-dimer-x11498-dimer-neutral

EN300-06654 1 1 1

Y
Z
N//-N\ o o
\Z"
EN300-94900 3 1 1
NN
y/

e} N == O OJ'...
79

/

EN300-178876 3 2 1
Y

EN300-260816 3 1 1

NN
P

HN O

! ."/OJ

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-06654 1 1 1

clece2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)NC(=0)Cn5cnen5

RUN3582

-2.38

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-94900 3 1 1

CS(-0)-0)CCIN(ONICOCCIC@IZ(CCO ye(eo
RUN3217

-2.38

0.41

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-178876_3_2 1

C[C@]1(CCCNC1=0)C(=0)NCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Neacnee5edceecs

RUN3787

-2.37

0.47

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-260816_3_1 1

CN1CC[C@@H](C1=0)COCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedenceseaceees

RUN3704

-2.37

0.31

-81-



sprint-5-dimer-x11498-dimer-neutral

EN300-7461217 1 2 1

NN
Z

HN O
F
7,
., H
N
HO
(6] (6]

EN300-736749 3 1 1

NN
s

HN (e}

O~~C
&

(]

EN300-7536177_1 1 1
NN
Z

HN o
yr«@
N/ \ o} o}
"\

EN300-27268 1 1 1
Y
Z

HN (0]
N="0 N
/Q ,)\/‘(
Y o} o}

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7461217 1 2 1

HI(CS)F)O

RUNS5176

-2.37

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-736749 3 1 1

CC(=0)N1CSC[C@H]1C(=0)NCC[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Ncdcnce5eaccees

RUNS3321

-2.36

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7536177_1 1 1

Cclncnnl1CC(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncdcence5edceees

RUN4299

-2.36

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-27268 1 1 1

Cclnc(on1)CCC(=0)N[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Ncdcnce5edceees

RUN3761

-2.36

0.22

-82-



sprint-5-dimer-x11498-dimer-neutral

EN300-253571 1 2 1
N
Z

HN o

ZT

EN300-16091 1 1 1
AN
g

HN (¢}
H
N
l >o..
N
'Y o o
=0
o= =

EN300-67073 3 2 1
N
Z

7
YNH 0

EN300-30397 3 1 1

Y

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-253571 1 2 1

clcee2e(c1)ence2NC(=0)[C@@]3(CCO 1)NC(=0)[C@H]5CCc6nnnn6CC5

RUN2976

-2.36

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-16091 1 1 1

CCS(=0)(=0)[N@]1CCC[C@@H]1C(=0)N[C@]2(CCOc3c2ce(ce3)Cl)C(=0)Nedence5edceees

RUNS5163

-2.35

0.56

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-67073_3 2 1

CC(=0)N[C@](C)(C1CCI)C(=0)NCCIC@]2(CCO )C(=0)
RUNG6116

-2.35

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-30397 3 1 1

C[C@@H](C(=0)NCC[C@]1(CCOc2clcc(cc2)ClC(=0

RUN4267

-2.35

0.26

-83-



sprint-5-dimer-x11498-dimer-neutral

EN300-83766_1 1 1

AN
/
OH
HN O
—
—
(o]
(e}

NN
~Z
HN o
5
x4 §) o

EN300-256174 1 1 1

NN
P

\ 4
EN300-396748 1 1 1

NN
Z

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-83766_1 1 1

clcec2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)OCCHCCO

RUN3976

-2.35

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-21200 1 1 1

clcce2e(cl)encc2NC(=0)[C@ @]3(CCOc4c3cc(ccd)CINC(=0)c5e(neen5)C(=0)N

RUN7136

-2.34

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-256174 1 1 1

cleee2e(cl)encc2NC(=0)[C@@]3(CCOx 1)CC(=0)N(CCO,

RUN4593

-2.34

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-396748 1 1 1

clcce2ce(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)NC(=0)c5eenc(c5)CO

RUNS3776

-2.34

0.23

-84 -



sprint-5-dimer-x11498-dimer-neutral

EN300-28571 1 1 1

AN

ZT

EN300-315453 3 1 1
AN
Z

HN (o}

H lllo
N

EN300-92447 1 1 2
AN
Z

HN 0
H
MN
HN
o
o 0

EN300-1724086_1 1 1
AN

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-28571 1 1 1

Cleccze(enenEEANC(-0ICOBIACC INC(=o
RUNS3653

-2.34

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-315453 3 1 1

Cclenen1CC(=0)NCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncdence5eaceees

RUN4754

-2.34

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-92447 1 1 2

C[C@H]1C[C@H](ON1)C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Neacnce5edccecs

RUN3437

-2.34

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1724086_1 1 1

11CIC@@HICN(CIIC(= 3 cic N

RUN3812

-2.34

0.32

-85-



sprint-5-dimer-x11498-dimer-neutral

MIC-UNK-c66144cb-1 1

=
®

EN300-225053 1 1 1

Ce
\O{

EN300-6505003_1 3 1

%@

EN300-7501017 1 1 1

%@

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-c66144cb-1_1

clecc2c(cl)ence2NC(=0)[C@@H](CCc3cccc(c3)F)caccec(c4)Cl

RUN155

-2.34

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-225053 1 1 1

COclenc(ncl)C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Necdence5edccecs

RUN3641

-2.33

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6505003 1 3 1

C[C@@H]1CC[C@H](C(=0)N1)C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Neacnce5eaccees

RUN3440

-2.33

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7501017_1 1 1

€lecc26(c1)ence2NC(=0)[C@@J3(CCOrAC3ce(ced)CINC(=0)[C@ @HISIC@@HIIC@HISC(=O)NC

RUN3107

-2.33

0.26

-86 -



sprint-5-dimer-x11498-dimer-neutral

EN300-180069 111

'N—
/N%

MAT-POS-e69ad64a-2_ 2

o
JX

EN300-107048 3 1 1

©Q

EN300-370753 1 1 1

©Q
OWOXEJEQ

HzN

am«

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-180069 1 1 1

Cnlc(c(en1)C(=0)N[C@]2(CCO 1)C(=0) 0)(=0)C

RUN3136

-2.33

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-e69ad64a-2_2

C=CC(=O)N(clcncc2cleccc2)C(=0)[C@H]3COc4c3cc(ccd)Cl

RUN2150

-2.33

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-107048 3 1 1

clcee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CCNC(=0)CC5(CC5)CO

RUN4779

-2.33

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-370753 1 1 1

clecc2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)ClINC(=0)[C@H]5CC[C@H](C5)C(=O)N

RUN3296

-2.33

0.30

-87-



sprint-5-dimer-x11498-dimer-neutral

EN300-3710141 1 1 1

NN
Z

HN (©]
N
H
o N
O o

EN300-20375 3 1 1
NN
Z

HN O

H\/“.
o\/\o/\« ©

/ (0]
EN300-91315 1 1 1
NN
Z

EN300-6736413 3 2 1

NN
2

HN (¢]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-3710141 1 1 1

clcce2c(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)NC(=0)[C@@]5(CCCO5)CHN

RUN3287

-2.32

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-20375 3 1 1

COCCOCC(=0)NCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccdc3ccccd

RUN4126

-2.32

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-91315 1 1 1

clece2e(c1)ence2NC(=0)[C@@]3(CCO INC(=0 c6eceens

RUN4837

-2.32

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6736413 3 2 1

cleee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)ICCO[C@H]SCCNC5=0

RUNS3530

-2.31

0.27

-88 -



sprint-5-dimer-x11498-dimer-neutral

EN300-216063 3 1 1
AN
s

HN (©]

1) o /'.Oo
\N»\/ (@]

\

EN300-7431629 3 1 1

NN
P/

HN O

EN300-183231 3 1 1

AN
s

HN O

A
N
NN

EN300-51832 1 1 1
NN
e

N-N/\«o [;o
¥

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-216063 3 1 1

CN(C)C(=0)COCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccdc3ceccd

RUN4086

-2.31

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7431629 3 1 1

Ce1nne2n1CCIC@@]2(C)C(=0)NCC[C@IB(CCOcAc3ec(ced)Cl)C(=0)Nesencebeseeees

RUN2926

-2.30

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-183231 3 1 1

clece2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)CCOCCe5n[n-Inns

RUNS5369

-2.30

0.39

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-51832 1 1 1

Cclenn(c1)CC(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncacncc5cdccees

RUN3324

-2.30

0.23

-89 -



sprint-5-dimer-x11498-dimer-neutral

EN300-191915 1 1 1

NN
P

HN (]
H
HN ; :
-\ o o

EN300-718785 3 2 1

AN
P/

HN (©]

N,

N H\/'“'
N

EN300-69368 3 1 1
Y
~Z

HN (©]

OH HJ""
N

EN300-135060 1 1 1

NN
P

,o{ <5

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-191915 1 1 1

C[C@@H](C(=0)N[C@]1(CCOx )CI)C(=0)

RUN2875

-2.29

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-718785_3_2 1

CCCN1[C@H](CCC1=0)C(=0)NCC[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Nedence5edccees

RUNS531

-2.29

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-69368_3 1 1

clcee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)CCNC(=0)C5(CCOCC5)0

RUNG6910

-2.29

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-135060_1_1 1

COC(=0)CSCC(=0O)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nec3enccdc3ccecd

RUN3885

-2.29

0.25

-90 -



sprint-5-dimer-x11498-dimer-neutral

EN300-132157 1 2 1

NN
P/

HN O
H
N
HN
O O
(6]

EN300-18249 3.1 1
NN
Z

HN O

o OJ"'°
)~ O

EN300-1911992 3 4 1

H:N

H

OJ".
EN300-22245 1 1 1

NN
2

HN O
o} -—Q 0
W

(0] O

\\\ S

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-132157 1 2 1

C[C@]1(CC(=0)NC1)C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedcnee5edccecs

RUN3237

-2.29

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-18249 3 1 1

clecc2ce(cl)ence2NC(=0)[C@@]3(CCOc4c3cec(ccd)Cl)CCOCC(=0)N

RUN3071

-2.29

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1911992 3 4 1

clecee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)ICCOC[C@H]([C@H]5CCOC5)0

RUN4858

-2.28

0.45

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-22245 1 1 1

clecc2ce(cl)ence2NC(=0)[C@@]3(CCOc4c3cec(ccd)Cl)NC(=0)c5econs

RUN3190

-2.28

0.19

-91-



sprint-5-dimer-x11498-dimer-neutral

EN300-206870 1 1 1

NN
2

»«)E@
el

EN300-31969 3 2 1

AN
Z

HN O

s 7 N\ [ITH
H

N NJ

o) O

O

EN300-1600786_1 1 1

AN
Z NG
7
HN —
o
o

EN300-261210 1 1 1
ANV
~Z

HN O

H
N

oL

@) o}

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-206870 1 1 1

Cclnnc(s1)COCC(=0)N[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Ncdcence5edccecs

RUN3974

-2.28

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-31969 3 2 1

RUNG6906

-2.28

0.38

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1600786_1 1 1

Cnlcc(nn1)CCO[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncdence5c4ceees

RUN4970

-2.27

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-261210 1 1 1

clcce2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)NC(=0)[C@@]5(CCOC5)CHN

RUN3323

-2.27

0.24

-92-



sprint-5-dimer-x11498-dimer-neutral

EN300-1212400 1 3. 1

Y
2

HN O
HO
beo
N
(0] O

OH

M

EN300-33601 1 1 1
ANV
Z

HN o
o)
H
N
N
/m
¢ o)

EN300-113112 3 1 1

NN
Z
H_H 5 J'llo
L)\/ )
\
EN300-341337 3 3 1
Nn
P
\/llu

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1212400 1 3 1

clece2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)CC(=0)N5C[C@@H](C[C@H]5CO)CO

RUN4005

-2.27

0.39

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-33601_1 1 1

CNIC[C@@H](CC1=0)C(=0)N[C@]2(CCOx )C(=0

RUN3899

-2.27

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-113112 3 1 1

Cnlcnnc1COCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncacncc5cdccecs

RUN3821

-2.27

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-341337_3_3_1

RUN3182

-2.26

0.46

-93-



sprint-5-dimer-x11498-dimer-neutral

EN300-152337 1 1 1
NN
Z

HN O

N H
0 ""‘(
o

EN300-154942 1 1 1
NN
Z

HN O
(@) H
N
E OH
(@] (@]

EN300-385235 1 2 1

NN

P
EN300-93573 1 1 1

NN

2

\Nﬁ'\l
/ \ o] F;o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-152337_1 1 1

clcee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)CIINC(=0)[C@@H]SCCC(=0)NCC5

RUN3288

-2.26

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-154942 1 1 1

clecc2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)NC(=0)C50CCO5

RUN3394

-2.26

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-385235_1 2 1

C[C@]1(CCS(=0)(=0)N1)CC(=0)N[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Ncdcnce5eaceees

RUN3368

-2.26

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-93573 1 1 1

CN(C)C(=0)CC(=0)N[C@]1(CCOc2clce(cc2)Cl)C(=0)Nec3encecdc3ccecd

RUN3120

-2.25

0.27

-94 -



sprint-5-dimer-x11498-dimer-neutral

EN300-306316 3 1 1

Y
Z

HN (¢}

N&’{>\/o chc.

EN300-226314 1 1 1

Y o
"
r T
HN 0 \

@]
(0]

EN300-51886 1 1 1
NN
Z

HN o
H
N N
0 o

EN300-17381 3 2 1
AN
~Z

HN O

fe) [T
O

g

H,N o

w

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-306316_3_1 1

clcec2c(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)CCOCC5[nH]nen5

RUN3105

-2.25

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-226314 1 1 1

clcec2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)OCC(=0)[C@@H]5CCS(=0)(=0)C5

RUNS5418

-2.25

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-51886_1 1 1

CINH+]1CCC(CC1)C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)NedenceSedccees

RUN4905

-2.25

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-17381 3 2 1

C[C@H](C(=0)N)OCC[C@]1(CCOc2clce(cc2)Cl)C(=0)Nec3enccdc3ccecd

RUN2986

-2.25

0.24

-95-



sprint-5-dimer-x11498-dimer-neutral

EN300-120820 1 1 1

~
N/(Tko o (¢]

EN300-194199 1 1 1
NN
/ Z

(@]
HN (@]
H
'3‘(%@
NS
(e} (e}

EN300-04614 1 1 1
NN
Z

HN 0
— H
O:(\)\(N
\
H 0 o)

EN300-246423 1 1 1

NN
Z

HN O
H
m O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-120820 1 1 1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)ClINC(=0)Cn5en[nH]c5=0

RUN3152

-2.25

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-194199 1 1 1

COCCnlce(en1)C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncacnce5edceees

RUN3921

-2.25

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-04614 1 1 1

clcce2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ced)CNC(=0)c5ece(=0)[(nHIn5.

RUN4428

-2.24

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-246423 1 1 1

clcce2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)NC(=0)CC5(CCC5)0

RUN3326

-2.24

0.24

-96 -



sprint-5-dimer-x11498-dimer-neutral

EN300-07879 1 1 1
NN
Z

HN (@]
H
N
- /\«
(6] O

PET-UNK-5ecb6237-1_1

RN
~

HN%/N
O

EN300-123489 3 1 1

NN
Z

HN O

HO E H LITH
N
(0]

F o)

EN300-128464 1 1 1
Y
s

HN, O
H
N
H
N
X
(@]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-07879 1 1 1

CSCC(=0O)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nec3enccdc3ceccd

RUN2978

-2.24

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-5ecb6237-1_1

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

RUN443

-2.23

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-123489 3 1 1

clcee2ce(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CCNC(=0)C(CO)(F)F

RUNS3533

-2.23

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-128464 1 1 1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)INC(=0)CC(=0)NC5CC5

RUNS5263

-2.22

0.28

-97-



sprint-5-dimer-x11498-dimer-neutral

EN300-155176 1 1 1
NN

Iz

EN300-77359 1 1 1
Y
Z

e S o K

EN300-103638 3 1 1

ANV
P

Yy
al o
C=

EN300-72730 3. 2 1

NN
Z

HN O

H /'Oo
N

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-155176_1 1 1

cleec2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)CINC(=0)C[C@@H]5CCCS5(=0)=0

RUN4124

-2.22

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-77359 1 1 1

C[C@@H](C(=O)N[C@]1(CCO« )CI)C(=0; )OCCOC

RUN3862

-2.22

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-103638 3_1 1

cleec2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)CCNC(=0)CNSCCCOC5=0

RUN3683

-2.22

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-72730_3 2 1

C[C@H](C#N)C(=O)NCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3enccdc3ecccd

RUNS726

-2.21

0.23

-98-



sprint-5-dimer-x11498-dimer-neutral

EN300-92447 1 2 2

s
o 15

EN300-122319 1 1 1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-92447 1 2 2

C[C@H]1C[C@@H](ON1)C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedence5eaceees

RUN3494

-2.21

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-122319 1 1 1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)CINC(=0)c5¢(=0)[nH]e(=0)[nH]n5

RUNS3356

-2.21

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-6_1

cleee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)CIINC(=0)c5en(nn5)CCEC[NH2+]C6

RUN1525

-2.21

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-5ff57136-14_1

CC(C)(C#C)N(clencc2cleccc2)C(=0)[C@@H]3CCOc4c3cc(cc4)Cl

RUN1258

-2.21

0.18

-99 -



EN300-98143 1 1 1

EN300-1659582 1 1 1

NN
Z

HN (@]

NN
P/

HN

sprint-5-dimer-x11498-dimer-neutral

O

A
N\

CHO-MSK-5891c1ff-2 1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-98143 1 1 1

clccc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3ce(ccd)Cl)NC(=0)e5e(en[nH]S)F

RUNS3605

-2.21

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-220527_1 1 1

clccc2e(cl)ence2NC(=0)[C@ @]3(CCOc4c3cc(ccd)C)NC(=0)Ce5[nH]cens

RUN3912

-2.21

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1659582 1 1 1

C#CCNC(=0)CO[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccdc3ceecd

RUN4104

-2.21

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CHO-MSK-5891c1ff-2_1

clcee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)OCC(=0)[C@H]5COCCO5

RUN1774

-2.21

0.29
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sprint-5-dimer-x11498-dimer-neutral

EN300-14628 1 1 1
AN\
P SMILES:

HN

o RUN:
9 H
.. " —\\ /\(N DDG (kcal/mol):
k\«' N{ 0 o dDDG (kcal/mol):

CID:

EN300-14628 1 1 1

CIN@I(CC(=C 1 chc @@HISCCS(=0)(=0)C5

RUNS5046

-2.21

0.40

EN300-250593 1 2 1
NN
P SMILES:

o]
HN © ?—'4 RUN:
DDG (kcal/mol):
5 o]
dDDG (kcal/mol):

CID:

EN300-250593 1 2 1

clcee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)CIINC(=0)C[C@H]5CC(=0)NS

RUNS544

-2.21

0.23

EN300-54837 1 1 1
Y
P SMILES:

HN O
RUN:
H
N
Q /\« DDG (kcal/mol):
N
(e} O
&ko

dDDG (kcal/mol):

CID:

EN300-54837 1 1 1

cleee2e(c1)ence2NC(=0)[C@@13(CCOc4c3cee(ced)CNC(=0)CN5C(=0)CCCC5=0

RUN7331

-2.20

0.27

EN300-1270299 1 1 1
ANV
Z

HN 0 RUN:
~N N DDG (kcal/mol):
HO \ /
o o dDDG (kcal/mol):

SMILES:

CID:

EN300-1270299 1 1 1

clcee2ce(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)NC(=0)c5eee(cn5)CO

RUNS5813

-2.20

0.24

- 101 -



sprint-5-dimer-x11498-dimer-neutral

EN300-124301 1 1 1
AN
Z

HN o
/7- N/\/\«o o
N \)

EN300-158292 1 2 1

B,

y o]
NH
o
HN o ?‘W
N
H
o
o}

EN300-321459 1 1 1

NN
P

HN o

\N s(u.

EN300-1718194 1 1 1
Y
Z

/O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-124301 1 1 1

clcce2ce(c1)ence2NC(=0)[C@ @]3(CCOc4c3cc(ced)CNC(=0)CCCn5cenn5

RUN3457

-2.19

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-158292 1 2 1

CC(=0)N[C@H](C1CCOCC1)C(=0)N[C@]2(CCO )C(=0
RUN3767

-2.19

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-321459 1 1 1

CCN(C1CC(C1)C(=0)N)C(=0)C[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedence5eaccees

RUNS309

-2.19

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1718194 1 1 1

CO[C@@H](C(=ON[C@]1(CCO! (=0 (=0)0c

RUN3732

-2.18

0.28
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sprint-5-dimer-x11498-dimer-neutral

EN300-74448 1 1 1
NN
Z

HN O

Ot

EN300-1262640 1 1 1
Y

=

HN (0]
o H
HN
N
>\H ¢ o

EN300-44993 1 1 1

NN
P

%H@
EN300-255422 1 1 1

AN
Z

HN O
H

— N
(@] O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-74448 1 1 1

CCN(CCO)C(=0)C[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccdc3ceccd

RUNS3779

-2.18

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1262640 1 1 1

CC(C)NC(=0)C(=0O)N[C@]1(CCOc2clce(cc2)Cl)C(=0)Nec3encecdc3ccccd

RUNS3299

-2.18

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-44993 1 1 1

clcce2c(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)CIINC(=0)c5ee(encs)C(=0)N

RUNG6010

-2.18

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-255422 1 1 1

Cclen(nclC(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncacncc5edceec5)C

RUN3471

-2.17

0.25
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sprint-5-dimer-x11498-dimer-neutral

VLA-UCB-1dbca3b4-18 2

NN
/

OYN O

HN

EN300-249764 3 2 1
NN
~

HN (e}

HO H /'Oo
< N
L4

EN300-160277 1 1 1
Y
Z

HN O
— N
\O/\/'\Q\(
O (0]

EN300-1706036_3 2 1

NN
Z

HN (©]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-1dbca3b4-18_2

clccc2c(cl)encc2N3C(=0)[C@H](CNC3=0)c4ccce(c4)Cl

RUN111

-2.17

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-249764 3 2 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ced)C)CCNC(=0)[C@H](C5CCCE)0

RUNS3619

-2.17

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-160277_1 1 1

COCCnlcec(n1)C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncacnce5edceees

RUN2867

-2.17

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1706036_3 2 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOcAc3ee(ced)C)CCOC[C@HISC(=0)NCCOS

RUNG6796

-2.17

0.33
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sprint-5-dimer-x11498-dimer-neutral

EN300-258477 1 1 1
NN
Z

HN o
H
N
\o)‘(
o] o]

EN300-101796_1 1 1

NN
Z

HO

EN300-107267 3 2 1

/l.o
(©]
>

0
o
(e}
N

H

PET-UNK-7be94445-2 1

N
Z

N

r

N

1 . HN 0

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-258477 1 1 1

C[C@@H](C(=0O)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3enceac3ceccd)OC

RUN3932

-2.17

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-101796_1 1 1

clccc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)NC(=0)c5eenc(c5)0CCO

RUN4410

-2.16

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-107267_3 2 1

clcce2e(cl)encc2NC(=0)[C@ @]3(CCOc4c3cc(ced)Cl)CCO[C@H]SCCCNC5=0

RUN4293

-2.16

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-7be94445-2 1

clccc2c(cl)encc2N3CCN(C3=0)c4ccec(c4)Cl

RUN42

-2.16

0.35
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sprint-5-dimer-x11498-dimer-neutral

EN300-69368 1 1 1
NN
Z

EN300-123589 1 1 1

Y
Z

HN (©]
H
N
(0] /\q
K3
\J o
e

EN300-6486855 1 1 1

NN
s
o
HN o
7
H N
N//
0

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-69368_1 1 1

clccc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)CINC(=0)C5(CCOCC5)0

RUN3244

-2.16

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-123589 1 1 1

CC(C)(C)S(=0)(=0)CC(=0)N[C@]1(CCOc2c1ce(cc2)Cl)C(=0)Ne3encedc3eeecd

RUNS3161

-2.16

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6486855_1 1 1

Cnlc(cnn1)CC(=0)N[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Necdence5c4ceees

RUN2984

-2.15

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6255179 1 1 1

clcec2c(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)OCCn5cnen5

RUN4412

-2.15

0.25
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sprint-5-dimer-x11498-dimer-neutral

EN300-129455 1 1 1

NN
Z SMILES:

AN ° RUN:
H
N DDG (kcal/mol):
H{«
N
— \o° © dDDG (kcal/mol):

CID:

EN300-129455 1 1 1

CCNC(=0)CC(=0)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccdc3ceccd

RUN3996

-2.15

0.26

EN300-36111 1 1 1

CID:
AN
. SMILES:
HN o)
RUN:
H
N

/\« DDG (kcal/mol):
N

§) o
Qo dDDG (kcal/mol):

EN300-36111 1 1 1

cleee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)CIINC(=0)CNSCCCCC5=0

RUN4096

-2.15

0.31

EN300-7430501 1 1 1

CID:
AN
SMILES:
/
HN 0 RUN:

DDG (kcal/mol):

ZT

o dDDG (kcal/mol):

EN300-7430501_1 1 1

clecc2ce(c1)encc2NC(=0)[C@@]3(CCOr )NC(=0)[C@ @H]5CCr 5

RUN2942

-2.14

0.25

ED_-GRI-5b13fbe2-44 1

\N HsN*
N SMILES:
. N,/r
\
W /,F\’/N

RUN:

o F
DDG (kcal/mol):

dDDG (kcal/mol):

CID:

ED_-GRI-5b13fbe2-44 1

Cclc(nnn1CC(CO[C@]2(CCO 1)C(=0, )C[NH3+]

RUN1484

-2.14

0.33
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sprint-5-dimer-x11498-dimer-neutral

EN300-6505003 1 1 1
ANV
~Z

HN O
y 0
%H
N
(0] (0]

EN300-35789 1 1 1

AN
P/

HN (0]

H
N

!
CN)QOO L

EN300-151330_1 1 1
ANV
~Z

N
/\ HN o)
—
H
I N/
St
6! 0

EN300-21303 1 1 1
Y
~Z

/\O/\<o F;o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6505003 1 1 1

C[C@@H]1CC[C@@H](C(=0)N1)C(=O)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedcncesedccees

RUN2861

-2.14

0.43

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-35789 1 1 1

clcce2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ced)CNC(=0)Cn5ceencs5=0

RUN3892

-2.14

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-151330_1 1 1

clcee2c(c1)ence2NC(=0)[C@@13(CCO INC(=0

RUNS3312

-2.14

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-21303 1 1 1

CCOCC(=O)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccdc3ceecd

RUNS5019

-2.14

0.20
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sprint-5-dimer-x11498-dimer-neutral

EN300-42536 1 1 1

NN
~Z
N\ y
EN300-33478 1 1 1
NN
Z

HN o
0
H
N
\/?31
0 0

EDJ-MED-d203f206-39 1
NN

OH

EN300-6478433 3 1 1

NN
5

HN o

— X,
N

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-42536_1 1 1

Celeo(ne(=0)[nH]1)C(=0)N[C@]2(CCOc3c2cc(ce3)CIIC(=0)Nedence5edceees

RUN4731

-2.14

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-33478 1 1 1

CCN1C[C@@H](CC1=0)C(=0)N[C@]2(CCOc3c2cc(ce3)CIC(=0)Nedence5edccces

RUNS3770

-2.14

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-d203f206-39_1

clece2e(cl)encc2NC(=0)[C@ @]3(CCOc4c3ec(cc4)Cl)CC(=0)NSCCC[C@](C5)(C(=0)N)O

RUN2468

-2.13

0.38

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6478433 3 1 1

CCnlc(nn(c1=0)CC(=0)NCC[C@]2(CCO 1)C(=0;

RUN7558

-2.13

0.38
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sprint-5-dimer-x11498-dimer-neutral

EN300-246440 1 1 1
Y
Z

HN

\
P,

CHO-MSK-a3lcca77-4 1
AN
Z

HN

EN300-10414 3 2 1
Y
.

o [ITH
X o 5 J
0% »\/
N (e}
H

CID: EN300-246440_1 1 1
SMILES: CLece2e(1)ence N0 C@EICCONEEE(CACINCIOICS(CCS e
RUN: RUN3088
DDG (kcal/mol): -2.13
0.28

dDDG (kcal/mol):

CHO-MSK-a31cca77-4 1

CID:
SMILES: cloce20(c1)encc2NC(=0J[C@@I(CCOsACc(cod)CCC(=0)Ne5ncons
RUN: RUN2050
DDG (kcal/mol): -2.13
dDDG (kcal/mol): 0.22
CID: EN300-262604_3_1_1
SMILES: Lece2eet)ence 20O BICCOMEAEE{ceAIICONC(=OCHSEN(IEIC-ON
RUN: RUN4815
DDG (kcal/mol): -2.12
0.28

dDDG (kcal/mol):

EN300-10414 3 2 1

CID:
SMILES: CIC@I(CCS(-0)-0)CINC(=0)COCCIC@I2(CCO2Ec(ocdICC(-ONdernccSodccces
RUN: RUN6404
DDG (kcal/mol): -2.12
0.42

dDDG (kcal/mol):

- 110 -



sprint-5-dimer-x11498-dimer-neutral

EN300-216063 3 1 1
AN
s

HN (©]

1) o /'.Oo
\N»\/ (@]

\

EN300-247343 1 1 1
NN
Z

EN300-370967 1 1 1
AN
:;( . <K
/J

o

EN300-316258 1 1 1

NN

Z
7\

N
H

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-216063 3 1 1

CN(C)C(=0)COCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccdc3ceccd

RUN4149

-2.12

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-247343 1 1 1

CC1(CC(C1)C(=0)N[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Ncacncc5edccec5)0

RUN4948

-2.11

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-370967 1 1 1

clece2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)OCCN5CCOC5=0

RUN3449

-2.11

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-316258 1 1 1

clcce2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)NC(=0)COCc5cc[nH]c(=0)c5

RUN3524

-2.11

0.25
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sprint-5-dimer-x11498-dimer-neutral

EN300-249421 3 3 1
NN

ZT
(o]

EN300-10414 1 2 1
NN
= 3

5
0
H
HN (0] N
/ (6]
O
(0]

EN300-7463171 3 1 1

NN
5
HN (o)
o /l .
O’, /\/ d

EN300-6482296 1 2 1

NN
s
HN o
0 N
H ."«
o o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-249421 3 3 1

C[C@@H]([C@H]1CCC(=0)N1)C(=0)NCC[C@]2(CCO )C(=0}
RUN3458

-2.10

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-10414 1 2 1

CIC@I1(CCS(-0)(=0)CUNC(-O)COIC@I2(CCO ye(eo
RUN4472

-2.10

0.43

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7463171 3 1 1

clcee2e(c1)ence2NC(=0)[C@@]13(CCOc4c3cec(ced)Cl)CCOCCS(=0)(=0)CCO

RUNS3231

-2.09

0.55

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6482296 1 2 1

INC(=0)[C@HISCOLC!

RUN3417

-2.09

0.26
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sprint-5-dimer-x11498-dimer-neutral

EN300-160080 3 1 1

Y
/
HN O
oo
N
N = 0
W M Dt
XY

JOH-SUS-a69¢159d-6_1

F
©;L1
~Z
F
HN o
5@

EN300-66764 1 3 1

e

./
OYNH O/

\ N [ITH

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-160080_3_1 1

CS(=0)(=0)c1nnc(s1)COCCIC@]2(CCOe3c2ce(ce3)ClC(=0)Nedencesedccces

RUN4442

-2.08

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-SUS-a69¢159d-6_1

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

RUN1060

-2.08

0.06

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-66764_1 3 1

COC(=0)[C@@H]1CIC@H]1LC(=0)N[C@]2(CCOc3c2cc(ce3)ClC(=0)Nedencesedccoes

RUN3768

-2.08

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-219020 3 1 1

Cnlncc(n1)COCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncacnce5edceees

RUN3431

-2.08

0.27
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sprint-5-dimer-x11498-dimer-neutral

DAR-DIA-5ff57136-18 1

NN
y
?\N/N;ﬁ/o
H
0

EN300-116234 1 1 1

NN
~
HN 0]
(e} H
Q—-«N } ¢
(e} (0]

EN300-185727 1 1 1

Iz

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-5ff57136-18_1

clcec2e(cl)ence2N(C(=0)[C@@H]3CCOc4c3cc(cc4)Cl)N=C=S

RUN1269

-2.08

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-116234 1 1 1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3ce(ccd)ClINC(=0)[C@H]5CCCOSs

RUN2816

-2.08

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-185727 1 1 1

Cnlc2c(nn1)C[C@@H](CC2)C(=0)N[C@]3(CCOc4c3cc(ccd)Cl)C(=0)Ne5enceéesececd

RUN4348

-2.08

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-134855 1 1 1

clece2e(e1)ence2NC(=0)[C@@I3(CCO )CINC(=0)[C@@ o
RUN3806

-2.08

0.24
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sprint-5-dimer-x11498-dimer-neutral

EN300-51801 1 2 1
Y
Z

HN O
\\' H
’,. N
HN/\«
o (0]
(0]

EN300-155362 3 1 1

NN
P/

HN 0
N
o) N o
H o)

EN300-109540 1 2 1

WN
5

HN (e]
H
N
H d
N e N
7 o o
HN))
o,
o,
70H

KAD-UNI-8a629¢cb0-13_1
Y
Z

e

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-51801 1 2 1

CCC[C@H](C(=0O)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3encedc3ecccd)NC(=0)C

RUNS3307

-2.08

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-155362_3_1 1

C[C@@H]1CC(=0)N[C@@H]1C(=0)NCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedence5caceees

RUN4232

-2.07

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-109540_1 2 1

C[C@H](c1cn(nn1)CC(=0)N[C@]2(CCO 1)C(=O, 0

RUNS391

-2.07

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

KAD-UNI-8a629cb0-13_1

clece2c(c1)ence2NC(=0)[C@@]3(CCOcAc3ee(ced)CINC(=0)CNSCCN(C5=0)C6CCH

RUN2010

-2.07

0.33
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sprint-5-dimer-x11498-dimer-neutral

EN300-6762327 1 1 1
NN

=

HN O

ZT

EN300-315836_1 1 1
NN
Z

EN300-124918 3 1 2

Y
Z

HN (o)

EN300-195756_3 1 1
NN
Z

HN (O]

H OJ"..
e

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6762327_1 1 1

clcce2e(cl)encc2NC(=0)[C@ @]3(CCOc4c3cc(ccd)CNC(=0)[C@@H](CeScccens)O

RUN4997

-2.06

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-315836_1 1 1

clcee2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)CI)NC(=0)c5[nH]cen5

RUN2838

-2.06

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-124918 3 1 2

CN1C(=0)N[C@H](INH2+]1)COCCIC@]2(CCO )C(=0

RUN4443

-2.06

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-195756_3_1 1

cleec2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce)Cl)CCOCIC@@H]SCCC(=0)N5

RUNS3332

-2.06

0.26
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sprint-5-dimer-x11498-dimer-neutral

ED_-GRI-5b13fbe2-5 1

NN
P/ NS
'S
HN 0 \ NH
NHz
o)
0

EN300-210084 1 1 1
NN
Z

HN o

Iz
ZT
o

EN300-1722017 3.1 1

Y
Z
N//\_>\N
N H\/“"
EDG-MED-90036822-35 2
NN
~Z
\NH+
5 :

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ED_-GRI-5b13fbe2-5_1

clcee2c(c1)encc2NC(=0)[C@@]3(CCOx 1)OC[C@@H](c5n[n-Inn5)[NH3+]

RUN1401

-2.06

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-210084 1 1 1

clecee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)CIINC(=0)C[C@@H]SCCCC(=0)NS

RUN3247

-2.06

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1722017 3 1 1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CCNC(=0)C5(CC5)n6neen6

RUN2965

-2.06

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-35_2

O)IC@HI(F HI(CE)INH3 et

RUN1559

-2.05

0.33
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sprint-5-dimer-x11498-dimer-neutral

VLA-UCB-50c39ae8-8 2

N
P

HN O

EN300-19700 3 1 1
AN\
Z

HN O

o UUTH
b~
O

EN300-188341 1 1 1

\O

NN
Z
(6]
HN O
NN
—

EN300-125140 3 1 1
Y
Z

HN (0]

0] I
O s
o\)\/ o

OH

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-50c39ae8-8_2

cleec2c(cl)ence2NC(=0)[C@@H]3CCOc4c3cc(cc4O[C@H]5CC(=0)NS5)CI

RUN320

-2.05

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-19700 3 1 1

COC(=0)COCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3enceac3ececd

RUN3638

-2.05

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-188341 1 1 1

clcce2ce(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)NC(=0)Ce5ece(en5)0

RUN3637

-2.04

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-125140 3 1 1

COCC(=0)COCC[C@]1(CCOc2clce(cc2)Cl)C(=0)Nc3enccdc3ccecd

RUNS3333

-2.04

0.28
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sprint-5-dimer-x11498-dimer-neutral
EN300-316193 1 1 1

NN

~

HN

<t

O
Tl
) ks

EN300-42270_1 1 1

AN

=

(@]
= N H
NN
(0] (@]

EN300-157776_1 3 1

NN
Z

HN

0\“‘

B¢

EN300-755161 1 1 1

NN
Z
0
HN 0
_N
; \
N/~
N
o

CID: EN300-316193 1 1 1
SMILES: e S—
RUN: RUN4365
DDG (kcal/mol) -2.04
dDDG (kcal/mol) 0.34
CID: EN300-42270 1 1 1
SMILES: clece2e(c1)encc2NC(=0)[C@@]3(CCOcAC3Ce(cc4)CINC(=0)cEensns
RUN: RUN2830
DDG (kcal/mol) -2.04
dDDG (kcal/mol) 0.17
CID: EN300-157776_1 3 1
SMILES: CIC@@HIICN(CIC@HI(O1CO)C(=O)CIC@I(CCOR2ec(ccd)CIC(=0)NedenceSedcccs
RUN: RUN3555
DDG (kcal/mol) -2.04
dDDG (kcal/mol) 0.38
CID: EN300-755161 1 1 1
SMILES: Cnince(n1)CC(=ONIC@I2(CCOC3C2ce(ce3)Cl)C(=0)NedenceSedceces
RUN: RUN3665
DDG (kcal/mol) -2.04
dDDG (kcal/mol)
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sprint-5-dimer-x11498-dimer-neutral

EN300—6494474 111

SMILES:

RUN:
\/> DDG (kcal/mol):
dDDG (kcal/mol):

CID:

EN300-6494474 1 1 1

CnlcnnclCC(=0)N[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Ncdcnce5edceees

RUN3198

-2.04

0.25

EN300-40947 1 1 1
NN
s SMILES:

HN ©]
RUN:
N
0. L« DDG (kcal/mol):
\< “O © ©

dDDG (kcal/mol):

CID:

EN300-40947 1 1 1

CIC@@H](C(=0)N[C@]1(CCOc2c1cc(ce2)CI)C(=0)Ne3encededecced)S(=0)(=0)C(C)C

RUN3491

-2.04

0.35

EN300-10895 3 1 1
AN\
~ SMILES:

HN © RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

EN300-10895 3 1 1

clcee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)ICCOCC(=0)NCCCHN

RUN3623

-2.04

0.26

EN300-11714 1 1 1
Y
P SMILES:

HN (0]

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

EN300-11714 1 1 1

clcee2ce(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)CINC(=0)Cn5cceee5=0

RUN3041

-2.03

0.29
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sprint-5-dimer-x11498-dimer-neutral

EN300-125409 1 2 1
AN
~Z

HN O

o»\/\N ~(luo

EN300-7435545_1 1 1
N\

.

NH,

H.N

we

EN300-04492 3 1 1

o OJ'M
)~ :
~

—_—

EN300-210254 1 1 1
Y

=

HN O

HO \ '..0
’,. N
/\/ Y d

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-125409 1 2 1

C[C@H](C(=O)N)N(C)C(=0)C[C@]1(CCOc2clec(cc2)Cl)C(=0)Ne3encedc3ccecd

RUN3794

-2.03

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7435545 1 1 1

RUNS3695

-2.03

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-04492 3 1 1

COCCCNC(=0)COCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3ence4c3ccecd

RUN7758

-2.03

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-210254 1 1 1

C[C@@H](CN(C)C(=0)C[C@]1(CCOc2clce(cc2)Cl)C(=0)Ne3encedc3ecced)O

RUN4479

-2.03

0.37
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sprint-5-dimer-x11498-dimer-neutral

EDG-MED-90036822-45 1
NN
Z

EN300-51257 3.1 1

NN
Z

HN (©]

H [ITH
N e’
\o)\« ©
(@]

EDJ-MED-d203f206-23 1

NN
2

HN O
H /l.o
N
o o
(e]
N
H

EN300-302058 1 2 1
AN\
Z

HN ()
S
\O -N O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-45_1

clece2c(cl)ence2NC(=0)[C@@]I3(CCO INC(=0)C(c5[nH]
RUN1579
-2.02
0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-51257 3 1 1

C[C@@H](C(=0)NCC[C@]1(CCOx 1)C(=0! oC

RUN4424

-2.02

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-d203f206-23_1

clcee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(cc)Cl)CC(=0)N[C@@H]SCCCNC5=0

RUN2418

-2.02

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-302058 1 2 1

CONICC[C@H](C1=0)O[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedcnce5eaccecs

RUN7115

-2.02

0.24
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sprint-5-dimer-x11498-dimer-neutral

EN300-1600517 2 2 1

1))

N*

A

EN300-6494158 1 4 1

Y
~Z HO
HN 0
o
0
o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1600517 2 2 1

cleec2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)COC[C@H](CO)F

RUN3797

-2.02

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-120414 1 4 1

RUNS5420

-2.02

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6494158 1 4 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cec(ced)COC[C@HISCIC@H](CO5)CO

RUNS3175

-2.02

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-9e4459de-15_8

(=0)CCC(= (=0)[C@@H]SCCO 6)C) O)NC7=0)0

RUN1380

-2.02

0.25
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sprint-5-dimer-x11498-dimer-neutral

VLA-UNK-f702bflc-2_1

EN300-224741 1 2 1
NN
Z

EN300-51244 1 1 1

AN
Z

HN 0
H N/ H
/D\«N
0 0

EN300-7352438 1 1 1
NN
s

HN (e}

(

(@]
o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-f702bflc-2_1

cleee2c(cl)ence2N3C(=0)[C@@]4(CCOc5c4ce(cc5)Cl)N(C3=0)Cebeen[nH]6

RUN2113

-2.01

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-224741 1 2 1

CC[C@H](CC(=O)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3enccdc3ceced)O

RUNS030

-2.01

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-51244 1 1 1

Cclee(n(n1)C)C(=0)N[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Ncdence5caceees

RUN3824

-2.01

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7352438 1 1 1

COC[C@H]1C[C@@H]1C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedcncesedceees

RUN3272

-2.01

0.28

-124 -



sprint-5-dimer-x11498-dimer-neutral

EN300-14405 1 1 1
NN
Z

\_/° ]

EN300-6729747 1 1 1
AN\

EN300-304662 1 1 1

NN
Z

HN 0
H
T
N/\M o

EN300-98648 2 2 1
ANV
Z

N4
"'O/llu

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-14405 1 1 1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)NC(=0)c5enc6n(c5=0)CCS6

RUN4229

-2.01

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6729747 1 1 1

@@HI(C2)C(=C i)

RUNS3155

-2.00

0.47

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-304662_1 1 1

Cclnnc(01)CCC(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncdcencc5edceecs

RUN4811

-2.00

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-98648 2 2 1

CN1CCIC@H](C1=0)0C[C@]2(CCOc3c2cc(ce3)CI)C(=0)Nedence5edceees

RUN4012

-2.00

0.25
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sprint-5-dimer-x11498-dimer-neutral

EN300-97300 3 4 1

NN
P/

HN O

EN300-37195 1 1 1

CQJQ

EN300-36158 3 1 1

NN
P/

HN O

O<~T

EN300-127197 3.1 1

NN
e
HN (¢]
H ’lo
o (@]
S
°N

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-97300_3 4 1

clcee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CCNC(=0)[C@H]5C[C@H]SF

RUN3221

-2.00

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-37195 1 1 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cec(ced)COCC(=0)N[C@@H]SCCCCNC5=0

RUN7710

-2.00

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-36158 3 1 1

cleee2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)CCNC(=0)[C@@H]5COCCO5

RUNS5247

-2.00

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-127197 3 1 1

COCLac(oM)CC(=ONCEIC@I(CCO ye(eo
RUN3220

-1.99

0.29
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sprint-5-dimer-x11498-dimer-neutral

JOH-SUS-a69¢159d-7_1

F

NN
b

F F

HN (0]

EN300-152418 1 1 1

NN

S
HN OOWN/
%u [)

EDG-MED-90036822-101_1

NN
Z

HN O

Iz

EN300-633533 3 1 1

NN
/
HN
N
O '..o
< o
0.'./

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

RUN1045

-1.99

0.06

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-152418 1 1 1

Cnlcncc1CC(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncdcncc5caceees

RUNS3558

-1.99

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-101_1

clcce2c(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)NC(=0)[C@@H](C5CC(C5)(F)F)O

RUN1709

-1.99

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-633533 3 1 1

CS(=0)(=0)[C@@H]1C[C@]1(COCCIC@]2(CCO 1)C(=0] N

RUN3849

-1.99

0.29
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sprint-5-dimer-x11498-dimer-neutral

EN300-217494 1 3. 1
NN
Z

HN (@]
O OH H
= N
(0] (o)

EN300-1718836_1 1 1
NN
Z

(0]

HN O
) / N/\\O
H N\N/> m—

EN300-783124 3 3 1

X
(o]

EN300-219330 3 1 1

AN
P

HN O

r~ !

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-217494 1 3 1

C[C@@](IC@H]1CCOCL)(C(=O)N[C@]2(CCO 1)C(=0; o

RUNG883

-1.99

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1718836_1 1 1

clcce2c(cl)ence2NC(=0)[C@ @]3(CCOc4c3cc(ced)CINC(=0)Ce5nne6n5CCOCE

RUN3109

-1.99

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-783124 3 3 1

clece2e(c1)ence2NC(=0)[C@@13(CCOc4c3cec(ced)C)CCNC(=0)[C@@H]([C@H]SCCOCS)F

RUNS5208

-1.99

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-219330_3_1 1

clece2e(c1)ence2NC(=0)[C@@13(CCOc4c3ec(ced)Cl)CCOCCNSCCOCC5=0

RUN3869

-1.98

0.30
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sprint-5-dimer-x11498-dimer-neutral

VLA-UCB-50c39ae8-10 1 1
ANV
Z

HN O

loe,

EN300-135660 1 1 1

N
=
o) =N
" ° W‘N
N
H

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-50c39ae8-10_1 1

clcec2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)CCC5CCCCC5

RUNS3517

-1.98

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-135660_1 1 1

CC1(COC1)Cn2cc(nn2)C(=0)N[C@]3(CCOc4c3cc(ccd)Cl)C(=0)Ne5enceéesececd

RUN4073

-1.98

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-123916 1 1 1

CN(C)clenc(cn1)C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncdcnce5edceees

RUN4739

-1.98

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CHO-MSK-5891c1ff-7_1

clecc2ce(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)OCce5n[nH]c(=0)s5

RUN1722

-1.98

0.20
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sprint-5-dimer-x11498-dimer-neutral

EN300-40225 1 1 1
NN
Z

NN
/ /
(6]
(0]
N .
vy *0
(0]

EN300-114805 3 1 1
N
Z

“\/".
\N
'S
EN300-155498 1 1 2

NN
y/

HN O
)\C(

H

N

(e} (@]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-40225 1 1 1

Cclc(cnn1CCO)C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Necacnce5edceees

RUNS3578

-1.98

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-385267 1 1 1

CO[C@@]1(CCS(=0)(=0)C1)C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)NedenceSeaceees

RUN7409

-1.98

0.39

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-114805_3_1 1

Cnlc(cen1)CC(=0)NCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ne4dence5cdccees

RUNS5179

-1.98

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-155498 1 1 2

CC(C)[C@H](CC(=0)N[C@]1(CCOX (=0 0

RUNG6531

-1.97

0.30
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sprint-5-dimer-x11498-dimer-neutral

VLA-UNK-f702bflc-6_1

EN300-217107 1 4 1

NN
2

HN O

H
N

o

(0] 0]

o

"

oA

NH;

EN300-6482967 3 1 1

Y
Z
OJ'..
O, /\/ J
HN\
EN300-6482296 1 8 1
NN
P

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-f702bflc-6_1

cleec2c(c1)ence2N3C(=0)[C@@]4(CCOc5c4cc(ce5)CI)N(C3=0)CC6CCCCCE

RUN2134

-1.97

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-217107_1 4 1

clecee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)CIINC(=0)[C@H]5CC[C@H]SC(=0)N

RUN3032

-1.97

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6482967 3 1 1

CNS(=0)(=0)CCOCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nec3enccdc3ccecd

RUNS3883

-1.97

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6482296_1 8 1

RUN3139

-1.97

0.22
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sprint-5-dimer-x11498-dimer-neutral

EN300-6479181 3 3 1

N

N o

EN300-651307 1 1 1
NN
s

HN (@]
N//-N‘ (@] F":‘O
A"

EN300-216063 2 1 1
NN
Z

s
/\( /llu

EN300-217107 3.1 1

NN
Z

HN (©]
o]

N
-
N H [ITH
N§/
..'
(o]

o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6479181 3 3 1

RUN4248

-1.97

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-651307 1 1 1

CC[C@@H](C(=O)N[C@]1(CCOc2clce(cc2)Cl)C(=0)Ne3encecac3ecce4)nsenens

RUN2858

-1.97

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-216063 2 1 1

CN(C)C(=0)COC[C@]1(CCOc2clce(cc2)Cl)C(=0)Nc3enccdc3ceccd

RUNS5100

-1.96

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-217107_3 1 1

RUN4239

-1.96

0.33
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sprint-5-dimer-x11498-dimer-neutral

EN300-6974806_3 1 1

CID: EN300-6974806_3 1 1
NN
/ SM I L ES: C[C@H]([C@@H](C(=O)NCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3encecdc3ccecd)0)O
HN O
RUN: RUN4292
™
o w " DDG (kcal/mol): -1.96
\/\« (@]
=, ° dDDG (kcal/mol): 0.35
EN300-365398_4_1_1 CID: EN300-365398 4 1 1
NN
/ SM I L ES Cn1c(nnn1)CCOCCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncdencc5c4ceees
Ne=N
o :
Il \ HN RUN RUN3352
N
SN
\ o\\/“. DDG (kcal/mol): -1.96
0 dDDG (kcal/mol): 0.37
EN300-98648_3_1 1 CID: EN300-98648 3 1 1
N
/ SM I L ES CN1CC[C@@H](C1=0)OCC[C@]2(CCO! )C(=0
HN O
RUN: RUN4906
loo
Kt DDG (kcal/mol): -1.95
oL~
F ° dDDG (kcal/mol): 0.24
DAR-DIA-5ff5 7136'11_1 CID: DAR-DIA-5ff57136-11_1
NN
/ SM I L ES C=C=CC(=0)N(clcncc2clcecc2)C(=0)[C@@H]3CCOc4c3cc(cc4)Cl
\/\n/N 0 RUN: RUN1277
0 DDG (kcal/mol): -1.95
o dDDG (kcal/mol): 0.21
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sprint-5-dimer-x11498-dimer-neutral

EN300-128715 1 1 1
NN
Z

F

= HN o
O
F
N
H
O (0]

EN300-765003 1 1 1

NN
Z

X O?’/

EN300-6953121 3 1 1

NN
P

HN O

Do

o o)

EN300-1988306 1 1 1
Y

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-128715_1 1 1

cleec2ce(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)ClINC(=0)CC(=0)NCC(F)(F)F

RUN3736

-1.95

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-765003_1 1_1

COC(=0)[C@@H]1C[C@H]1C(=0)N[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Nedenceseaceees

RUN4227

-1.95

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6953121_3 1 1

clcee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CCNC(=0)[C@H]5C[C@H]SF

RUNS5746

-1.95

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1988306_1 1 1

CS(=0)(=0)CCC(=0)CO[C@]1(CCOc2c1ce(cc2)CC(=0)Ne3encedc3ccoed

RUN7032

-1.95

0.33
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sprint-5-dimer-x11498-dimer-neutral

EN300-90142 3 3 1

NN
s

HN O

: “ lllo
\Jd
Hstﬁs 9]

(0]

EN300-206646 1 1 1

Y
Z
/ \H@
/7 o
EN300-246747 3 1 1
Y
A

H ITH
N OJ
0."/
0] O

EN300-68618 1 1 1
NN
Z

HN O
N H
” N
o\)\«
(0] O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-90142 3 3 1

HI(CE)CEON

RUN4684

-1.95

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-206646_1 1 1

CS(=0)(=0)clence(n1)C(=0)N[C@]2(CCOc3c2ce(ce3)Cl)C(=0)Nedencesedccees

RUNS3673

-1.95

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-246747_3 1 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cee(ced)CCCOCIC@@HISCC(=0)NCS

RUNS3753

-1.95

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-68618_1 1 1

clecc2ce(cl)ence2NC(=0)[C@@]3(CCOc4c3cec(ccd)Cl)NC(=0)c5cocn5

RUN3520

-1.94

0.18
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sprint-5-dimer-x11498-dimer-neutral

EN300-399606 1 2 1
Y

SMILES:
=

RUN:

oH HN 0
— H DDG (kcal/mol):
N\N/
o o dDDG (kcal/mol):

CID:

EN300-399606_1 2 1

clcec2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)CIINC(=0)c5ecén(n5)CCC[C@H]60

RUN4832

-1.94

0.33

EN300-221518 3 1 1

CID:
NN
SMILES:
/
HN 0 RUN:

DDG (kcal/mol):

HO Lo \/'lu

o dDDG (kcal/mol):

EN300-221518 3 1 1

clecc2ce(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CCOCCCO

RUN3959

-1.94

0.21

EN300-182913 3 1 1

AN
Z SMILES:

HN e RUN:
HH«HJM. DDG (kcal/mol):
© \ © dDDG (kcal/mol):

CID:

EN300-182913 3 1 1

CC(C)(C(=0)N)C(=0)NCC[C@]1(CCOc2c1ce(cc2)Cl)C(=0)Ne3encedc3cceed

RUNG6176

-1.94

0.27

EN300-3710141 3 2 1

CID:
N
Z SMILES:
HN (e]
RUN:
oo
HJ DDG (kcal/mol):

o

@]

dDDG (kcal/mol):

EN300-3710141 3 2 1

clcec2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)CCNC(=0)[C@]5(CCCO5)C#N

RUNS3733

-1.94

0.25
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sprint-5-dimer-x11498-dimer-neutral

EN300-259694 3 2 1

Y
P SMILES:

AN © RUN:

<o H Jlee DDG (kcal/mol):
<O j !o: ° dDDG (kcal/mol):

CID:

EN300-259694 3 2 1

CCO[C@]1(CCOC1)C(=0)NCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Neacnce5eaccees

RUN4682

-1.94

0.45

EN300-321597 1 1 1

EN300-321597 1 1 1

cleee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)CIINC(=0)[C@@H]5CC[C@H](C5)0

RUN3346

-1.93

0.25

CID:
Y
P SMILES:
HN 0 RUN:
HO
H DDG (kcal/mol):
o.“«
o o dDDG (kcal/mol):
VLA-UCB-50c39ae8-7_1 1 .
NN
P SMILES:
RUN:

O N e} :
j/ DDG (kcal/mol):
o dDDG (kcal/mol):

VLA-UCB-50c39ae8-7_1_1

C=CC(=0)N(clcncc2clceec2)C(=0)[C@@H]3CCOc4c3cc(cc4)Cl

RUNS545

-1.93

0.17

EN300-716207_1 1 1
NN
Z

HN 0 RUN:
HO ’><F
F N H DDG (kcal/mol):
N
I\
N
N > K dDDG (kcal/mol):

SMILES:

CID:

EN300-716207_1 1 1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)NC(=0)c5en(nnS)C(CO)(F)F

RUNG6475

-1.93

0.26
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sprint-5-dimer-x11498-dimer-neutral

EN300-33601 3 2 1

NN
P/

HN O

[T

b_(n\/

EN300-1244816 3 1 1

AN
s

HN ¢]

EDG-MED-90036822-98 4

NN
P

HN (©]

<

E

EN300-705386 1 1 1

NN
2

\‘O o F; o
/

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-33601_3 2 1

CNIC[C@H](CC1=0)C(=0)NCCIC@]2(CCO3c2cc(ce3)ClC(=0)Nedencesedccces

RUN4316

-1.93

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1244816 3 1 1

Cc1nnnn1CC(=0)NCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncdcncc5c4ceees

RUN2901

-1.93

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-98_4

clece2ce(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)ClINC(=0)[C@H]SCCCIN@]SCC(F)F

RUN1684

-1.93

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-705386_1 1 1

COC[C@@H]1C[C@H]1C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedcncesedceees

RUN3344

-1.93

0.22
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sprint-5-dimer-x11498-dimer-neutral

DAR-DIA-5ff57136-15_1

NN
Z

N

5
|\

EN300-2008240 1 1 1
AN
Z

HN (@]
A\ y
N N
SO
N
@) @)

ALP-UNI-44¢99a80-3 1 1

Y
= e

EN300-7459916 1 1 1
Y

=

HN O
H
o N
O/*«
HO (0] (@]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-5ff57136-15_1

C#CC1(CC1)N(c2cnce3c2cece3)C(=0)[C@@H]4CCOc5c4cc(cc5)Cl

RUN1263

-1.93

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-2008240 1 1 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ced)CI)NC(=0)C5CC(C5)n6eenné

RUNS388

-1.93

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-44c99a80-3_1_1

clccc2c(cl)ence2N(Ce3enco3)C(=0)[C@@H]4CCOc5c4cc(cc5)Cl

RUN4050

-1.93

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7459916_1 1 1

clcec2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)NC(=0)COC(=0)CO

RUN4031

-1.92

0.23
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sprint-5-dimer-x11498-dimer-neutral

EN300-5253939 3 2 1

AN
P/
HN 0
° 1) H [ITH
? N e~

(0]

EN300-21813 1 1 1
NN
Z

HN (0]
H
o N{‘; :7
N a:
\ (0] O
/,N
N

EN300-59487 3 1 1

NN
P/

HN O

H H\/"“
U]
o o)

o

EN300-202922 2 4 1

Y
P/

HN O
(o]
/llo
HO
%, N
(e}

.
-
>

OH

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-5253939 3 2 1

clcce2e(cl)encc2NC(=0)[C@ @]3(CCOc4c3cc(ccd)Cl)CCNC(=0)[C@H]5COC(=0)05

RUNS5154

-1.92

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-21813 1 1 1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)NC(=0)Cn5c(=0)cbeceeebnns

RUNG6071

-1.91

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-59487 3 1 1

clcee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)ICCNC(=0)[C@@H]5CC(=0)NCS

RUN3658

-1.91

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-202922 2 4 1

C[C@H](IC@](C)(C(=O)NC[C@]1(CCOc2clce(cc2)Cl)C(=0)Ne3enceac3ecce4)0)O

RUNS336

-1.91

0.30
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sprint-5-dimer-x11498-dimer-neutral

EN300-104746 3 2 1

NN
Z

HN (©]

H '.Oo
N e /
/‘/*« .
HO 1)

EN300-302058 3 1 1

N
P

HN O

EN300-82553 1 1 1
NN
Z

EN300-258702 1 1 1

NN
y
o)
HN o)
N
N -\
QA N~

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-104746_3 2 1

CC[C@](C)(C(=0)NCC[C@]1(CCOX 1)C(=0 le)

RUN4518

-1.91

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-302058 3 1 1

CONICC[C@@H](C1=0)OCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Neacnce5edceees

RUNG6295

-1.91

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-82553 1 1 1

COclcee(nn1)C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Necdcnce5edccecs

RUN4173

-1.91

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-258702_1 1 1

Cnlcec(n1)CC(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncacncc5edceees

RUN3354

-1.91

0.22
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sprint-5-dimer-x11498-dimer-neutral

EN300-10402 3 1 1

Y
-
O «HJ...
O« \ »
EN300-108413 1 1 1
AN
Z

EN300-10334 3 2 1

NN
2

HN O

s
perage

EN300-250126_1 2 1
Y

=

HN O

O

H,N \4 H
- N
>\/\<O J

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-10402 3 1 1

RUN4295

-1.91

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-108413 1 1 1

C[C@@H](CC(=0)N[C@]1(CCOc2clce(cc2)Cl)C(=0)Ne3encedc3ccced)C(=0)0C

RUNS5185

-1.91

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-10334 3 2 1

clecc2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cec4)Cl)CCNC(=0)[C@]56 CCC(=0)NSCCS6

RUNS880

-1.91

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-250126_1 2 1

CC(C)C[C@H](C(=0)N)C(=O)N[C@]1(CCOc2c1cc(cc2)Cl)C(=0)Ne3enceac3cceed

RUNS5140

-1.90

0.25
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sprint-5-dimer-x11498-dimer-neutral

EN300-1718836_3 1 1

iz
)

EN300-185398 3 2 1

NN

A

HN 0
HO E H [ITH
)H ~ O

F o)

ED_-GRI-5b13fbe2-21_1

Y
A

HN

EN300-861925 3 1 1

AN
Z

HN O

[ITH
O
7~ J
-
E

HO

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1718836_3 1 1

clcee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)ICCNC(=0)Ce5nne6n5CCOCE

RUN4688

-1.90

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-185398 3 2 1

CIC@H](C(C(=0)NCCIC@]1(CCOc2clce(cc2)CC(=0)Ne3encedcdccced)(F)F)O

RUN4618

-1.90

0.28

H
o) N*
)\u< )
@] o
LJ
o g OH

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ED_-GRI-5b13fbe2-21_1

+]C[C@@H)(05)CO

RUN1432

-1.90

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-861925 3 1 1

cleec2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CCO[C@@H](CO)F

RUN4555

-1.90

0.26
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sprint-5-dimer-x11498-dimer-neutral

EN300-70064 3 1 1
Y
g

HN (@]
H /lh
N

HN

EN300-2977549 3 1 1

NN
Z

HN (©]

0 5 J""
) ;

EN300-66082 1 2 1
NN
~

HE

EN300-7535922 1 1 1

NN
y/

\N
H

l“‘

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-70064 3 1 1

CNC(=0)C1(CCCHC(-ONCCICOIZ(CCO ye(eo
RUNS5266

-1.89

0.44

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-2977549 3 1 1

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

RUN4156

-1.89

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-66082_1 2 1

C[C@H](C(=0)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enceac3cecc4)NC(=0)C5CCCs

RUN4191

-1.89

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7535922 1 1 1

CN(C)cleee(nn1)C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncdcnce5edceees

RUN7727

-1.89

0.22
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sprint-5-dimer-x11498-dimer-neutral

KAD-UNI-8a629ch0-1_2

Y
Z

HN o

/'lo
(©]
O!
NN d
P \}
(@]

EN300-6499531 1 2 1

EN300-73967 3 1 1

AN
P

HN O
[¢]
"
o
H Un
N
(0]
n °
N

EN300-1911992 3 2 1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

KAD-UNI-8a629cb0-1_2

CS(=0)(=0)IN@]1CC[C@H](C1)COCC[C@]2(CCOc3c2ce(ce3)Cl)C(=0)Nedenee5edceees

RUN1976

-1.89

0.48

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6499531 1 2 1

cleee2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)ClNC(=0)[C@H]5CCCCCS5(=0)=0

RUN2881

-1.88

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-73967 3 1 1

clece2c(c1)encc2NC(=0)[C@@]3(CCOc4c3ec(ccd)Cl)ICCNC(=0)C5(CCS(=0)(=0)CCE)CHN

RUNS3870

-1.88

0.38

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1911992 3 2 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3ec(ced)CCCOCIC@H]([C@@HISCCOCS)0

RUNG6759

-1.88

0.36
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sprint-5-dimer-x11498-dimer-neutral

EN300-139167 1 2 1

AN

b

HN or(o
o’>

(0]

EN300-6238494 2 2 1
NN
Z

0 o/lu.

EN300-154201 1 1 1

NN
b

Qe

EN300-69070 3 1 1

AN
P

HN O

H loo
N

H.N o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-139167_1 2 1

clccc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)OC[C@H]SCOCCO5

RUN3851

-1.88

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6238494 2 2 1

clcce2e(cl)encc2NC(=0)[C@ @]3(CCOc4c3cc(ced)Cl)COCC(=0)[C@H]SCOCCO5

RUNS3308

-1.88

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-154201 1 1 1

cleee2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)CC(=0)NSCCOC[C@@H]5CO

RUN3838

-1.88

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-69070 3 1 1

cleee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)CCNC(=0)C5(CC5)C(=0)N

RUN3454

-1.88

0.37
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sprint-5-dimer-x11498-dimer-neutral

EDG-MED-90036822-94 12

NN
P/

EN300-7089802_3 1 1

NN
P

HN (©]

X t

O

o\“

o\

H

EN300-20668 1 1 1

NN
Z

HN o
H
N
o
/ 0 o
0

EN300-69162 3 2 1
Y
Z

HN (0]

HJIU:.
2~
/ o)

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-94_12

RUN1682

-1.87

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7089802_3 1 1

C[C@@H]([C@@H](C)O)C(=0)NCC[C@]1(CCOc2c1ce(cc2)Cl)C(=0)Ne3encedc3cceed

RUN3632

-1.87

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-20668_1 1 1

COC(=0)CC(=O)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3encedc3ccecd

RUN3927

-1.87

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-69162 3 2 1

C[C@H](COC)C(=0)NCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3encecdc3ceccd

RUN7813

-1.87

0.34
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sprint-5-dimer-x11498-dimer-neutral

EN300-97904 1 1 1
AN
~Z

HN O
(0= =0 H
N

ﬂ O

KAD-UNI-8a629¢ch0-37_1

Y
P
HN o
N am P“ q(
(/ o o
o

N
/

HN

EN300-313366 3 1 1

NN
P/

HN O

H [ITH
HN® N~/
o
o)

MIC-UNK-5a93dd5f-3 4
Y
s

HN (6]

ZT
¥

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-97904 1 1 1

CS(=0)(=0)CC1(CC1)CC(=0)N[C@]2(CCOc3c2cc(ce3)CIC(=0)Nedence5eaceees

RUN4422

-1.87

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

KAD-UNI-8a629cb0-37_1

clcce2ce(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ced)CNC(=0)Cn5c(=0)c6eennbens

RUN1955

-1.87

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-313366_3_1 1

clcee2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)CCNC(=0)C56CC[NH+](C5)CC6

RUN7566

-1.87

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-5a93dd5f-3_4

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

RUNG40

-1.87

0.34
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EN300-6477724 3 1 1

ANV
P/

HN

ol

zZ

w«

(0]

EN300-10170 1 1 1

NN
2

HN

HO gy H

[ N
L
HN q(
o
o

H:N

EN300-685492 1 1 1

EN300-195924 1 2 1
NN

Z

HN 0
H
N
N
) 0
o

H 1T
N e’

sprint-5-dimer-x11498-dimer-neutral

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6477724 3 1 1

CNC(=0)[CO@H]

RUN3102

-1.86

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-10170 1 1 1

clccc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)CINC(=0)[C@@H](CO)NC(=O)N

RUN4055

-1.86

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-685492 1 1 1

COCc1[nH]c(=0)c(cn1)C(=0)N[C@]2(CCO 1)C(=0;

RUNG686

-1.86

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-195924 1 2 1

C[C@]1(CCC(=0)NC1)C(=0)N[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Ncdcnce5edceees

RUNS347

-1.86

0.23
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sprint-5-dimer-x11498-dimer-neutral

EN300-315238 1 1 1
NN
Z

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

EN300-6482967 2 1 1
NN
Z

HN O

-

(')l \\ /llu
(0]

\
EN300-7457160 3 1 2

OH

,’o. [ITH
O
o ‘"l/
\N o

H

EN300-70489 1 1 1

NN
Z

Jovier

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-315238 1 1 1

clecee2e(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)CI)NC(=0)[C@H]5CC[C@H](05)C(=0)N

RUN2859

-1.86

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6482967 2 1 1

CNS(=0)(=0)CCOC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccac3ccccd

RUN3286

-1.86

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7457160_3 1 2

RUN4017

-1.85

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-70489 1 1 1

clcee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CC(=0)NSCCO[C@@H](C5)CH#N

RUNS3553

-1.85

0.24
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sprint-5-dimer-x11498-dimer-neutral
EN300-52467 1 1 1

CID: EN300-52467_1 1 1
NN
/ SMILES: c1cee2c(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)OCCOCCO
HN o RUN: RUN4787
0
\/\ DDG (kcal/mol): -1.85
o)
dDDG (kcal/mol): 0.23
EN300_77092—1—1—1 CID: EN300-77092_ 1 1 1
NN
/ SM I L ES cleec2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)OCC50CCO5
HN o) o
//( j RUN: RUNS5517
o)
o)
DDG (kcal/mol): -1.85
0
dDDG (kcal/mol): 0.26
EN300_31148—1—2—1 CID: EN300-31148 1 2 1
AN
/ SM I L ES: CCC(=0O)N[C@H](C)C(=0)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3encedc3ceecd
HN 0 RUN: RUN4193
- H DDG (kcal/mol): -1.85
- N
o -
\)‘N/\« dDDG (kcal/mol): 0.24
H o) 0
EDG'MED'90036822'18_1 CID: EDG-MED-90036822-18_1
AN
/ SM I L ES clece2c(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)NC(=0)Cn5cencs
HN O
RUN: RUN1553
H
N
/\« DDG (kcal/mol): -1.85
:— NH*
) (0] (e}
N dDDG (kcal/mol):
-151 -
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sprint-5-dimer-x11498-dimer-neutral

EN300-20496 3 2 1

EN300-129455 3 1 1

NN
P

HN O

H N
N

EN300-29520 1 1 1
NN

EN300-38979 1 1 1

NN
P

P«@

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-20496_3 2 1

cleee2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)CCO[C@H]5CCOC5=0

RUN3049

-1.84

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-129455 3 1 1

CCNC(=0)CC(=O)NCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3enceac3ececd

RUNS3853

-1.84

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-29520 1 1 1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)ClINC(=0)c5ennéesneect

RUNS3639

-1.84

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-38979 1 1 1

clece2c(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)NC(=0)Cn5cencs

RUN3447

-1.84

0.20
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sprint-5-dimer-x11498-dimer-neutral

EN300-175506_1 1 1
ANV
Z

HN o
N
- H
O% N
N Y,
H 0 o

EN300-25960 3 1 1
Y
P

HN (©]

OH

H [ITH
N-._/
m O
(0]

CHO-MSK-5891c1ff-6_1
©:)”
= ( :z

o

EN300-62448 1 1 1
NN
~

HN (@]
H
o N
NP«
H (@] (@]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-175506_1_1 1

Cclc(c(nc(=0)[nH]1)C)C(=0)N[C@]2(CCO 1)C(=0;

RUN3741

-1.84

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-25960 3 1 1

clcee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CCNC(=0)C5(CCCC5)0

RUN4867

-1.84

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CHO-MSK-5891c1ff-6_1

clecc2ce(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)OCCN5CCOCC5=0

RUN1701

-1.83

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-62448 1 1 1

clcee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)CIINC(=0)CNC(=0)C5CCCs

RUN4625

-1.83

0.25
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sprint-5-dimer-x11498-dimer-neutral

ALP-UNI-3496895b-1 2

NN
Z

O NH
X~ \
- <
g N\ "O

T
o QN

F O

VLA-UCB-34f3ed0c-4_1 1

NN
2
0
HN 0
N
N -\
\ NH

T

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-3496895b-1_2

RUN2352

-1.83

0.48

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1654606_3 1 1

cleec2ce(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)CCNC(=0)[C@@H]5C[C@@H]5F

RUN3426

-1.83

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-34f3ed0c-4_1_1

clccc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(cecd)CINC(=0)Ceseen[nH]5

RUN3934

-1.83

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1968342 3 2 1

clece2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)CCOC[C@H](CF)O

RUN4030

-1.83

0.34
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sprint-5-dimer-x11498-dimer-neutral

EN300-92605 1 2 1
NN
Z

)
0
,l

H

/
oé\

EN300-10170_1 2 1

H%ﬁ

b

EN300-178515 1 1 1

NN
Z

H:N

EN300-7435400 1 1 1
Y

=

HN 0
0
H
HN N
0 0

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-92605 1 2 1

HI(ON2)C(=

RUN4280

-1.83

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-10170 1 2 1

clece2c(c1)encc2NC(=0)[C@@]3(CCOc4c3ec(ccd)CI)NC(=0)[C@H](CO)NC(=0)N

RUNG6443

-1.83

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-178515 1 1 1

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

RUN4801

-1.83

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7435400_1 1 1

C[C@@H]1C[C@@H](CC(=0)N1)C(=O)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedcnee5edccees

RUN3709

-1.82

0.25
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sprint-5-dimer-x11498-dimer-neutral

ALP-UNI-dbbfd3db-13_1

NN
Z

N
HN O
HN\/%’H
H
N
HN
\O
(o) )

EN300-139167 3 2 1

NN
Z

HN (©]

Ot

EN300-7459545 3 1 1

\N
/
HN o]
N*
“H H Il.o
N
HO fa,

EN300-264744 3 2 1

NN
Z

HN (0]
= H N
N
(e}
OH ©

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-dbbfd3db-13_1

Cnlce(cn1)C2=NO[C@@H](C2)C(=0O)N[C@]3(CCOc4c3cc(ccd)Cl)C(=0)Ne5encetesececd

RUN2629

-1.82

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-139167 3 2 1

clece2e(c1)ence2NC(=0)[C@@13(CCOc4c3cc(ced)C)CCOCIC@H]SCOCCOS

RUN4100

-1.82

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7459545 3 1 1

CN(C)C[C@@](C(=0)NCCIC@]1(CCOc2c1cc(ce2)CI)C(=0)Ne3encededeceed)(C(F)(F)F)O

RUN3276

-1.82

0.62

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-264744 3 2 1

CC(C)([C@H](C(=O)NCC[C@]1(CCOc2c1ce(cc2)Cl)C(=0)Ne3enceac3cceed)F)O

RUN3685

-1.82

0.26
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sprint-5-dimer-x11498-dimer-neutral
EN300-1073320 3.2 1

CID: EN300-1073320 3 2 1
NN
/ SM I L ES: clecc2ce(cl)encc2NC(=0)[C@@]3(CCOc4c3ec(ccd)Cl)CCNC(=0)[C@H](C5(CCC5)0)0
HN (o]
RUN: RUN7048
HO oo
z i/ DDG (kcal/mol): 182
HO
o
dDDG (kcal/mol): 0.27
EN300_139167—3—1—1 CID: EN300-139167 3 1 1
NN
/ SM I L ES clece2c(cl)ence2NC(=0)[C@@]3(CCOc4c3ec(ced)Cl)CCOCIC@@H]SCOCCO5
HN o RUN: RUN3113
o T DDG (kcal/mol): -1.82
o o dDDG (kcal/mol): 0.32
EN300_173006—1—2—1 CID: EN300-173006_1 2 1
NN
/ SM I L ES C[C@H](c1nnnn1C)O[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Nedence5edccees
HN o RUN: RUNG6136
N= DDG (kcal/mol): -1.82
0
I Ny
"~ 2
\ > o dDDG (kcal/mol): 0.23
EN300_52325—1—1—1 CID: EN300-52325 1 1 1
NN
/ SM I L ES CCCS(=0)(=0)CC(=0)N[C@]1(CCOc2c1ce(cc2)Cl)C(=0)Ne3enceac3ecced
HN (0]
RUN: RUN3904
N
% /‘( DDG (kcal/mol): -1.81
N o o
o]
5 dDDG (kcal/mol):
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sprint-5-dimer-x11498-dimer-neutral

EN300-302058 1 1 1

SRez

EN300-10334_1 1 1

e

DAR-DIA-0d514e7d-4_1

NN
s

HN (e}
l,'
(@)

EN300-79536_1 1 1

sel

O

g\ 5

N\

O’

X

Q»gg

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-302058 1 1 1

CON1CCIC@@H](C1=0)0[C@]2(CCOc3c2cc(ce3)Cl)C(=0)NedenceSedccees

RUN4382

-1.81

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-10334 1 1 1

clece2c(c1)encc2NC(=0)[C@@]3(CCOc4c3ec(ccd)CIINC(=0)[C@@]56 CCC(=0)NSCCS6

RUN3914

-1.81

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-4_1

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

RUN793

-1.81

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-79536_1 1 1

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

RUN4793

-1.81

0.34
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sprint-5-dimer-x11498-dimer-neutral

EN300-146174 3 1 1

NN
Z

HN o
H [ITH
N e /
3‘\( :
HO (¢]

EN300-300217 3 3 1
Y
Z

HN (0]

HO HJ"“
N

EN300-1073264 3 1 1
NN
P
HJ'..
I
EN300-6277108 1 3 1
Y
Z —

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-146174 3 1 1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(cc)Cl)CCNC(=0)C5(CC5)CO

RUN4260

-1.80

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-300217 3 3 1

CIC=C\[C@H](C(=0)NCC[C@]1(CCOc2clee(cc2)CC(=0 o

RUNG6615

-1.80

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1073264 3 1 1

Cnlcc(nn1)CC(=0)NCC[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Ncdencc5edccees

RUNG6865

-1.80

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6277108_1 3 1

CO[C@@H]([C@H]1CCCO1)C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedence5eaccecs

RUN3669

-1.80

0.28
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sprint-5-dimer-x11498-dimer-neutral

EN300-19700_3 1 1

o 'llo

\O

EN300-211203 3 2 1

AN

N
e

EN300-316216 3 1 1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-19700 3 1 1

COC(=0)COCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3enceac3ececd

RUN4172

-1.79

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-211203 3 2 1

CC(C)[C@]1(CC(=0)NC1)C(=0)NCC[C@]2(CCO )C(=0}
RUN3743

-1.79

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6255179 1 1 1

clcec2c(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)OCCn5cnen5

RUN4814

-1.79

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-316216_3_1 1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CCNC(=0)CCCnSenens

RUNS3677

-1.79

0.33
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sprint-5-dimer-x11498-dimer-neutral

EN300-370967 3 1 1

r~ !

NN

Iz
—

/
=z

EN300-317555 1 1 1

Y
P/

HN

?@

EN300-149224 1 1 1

NN
Z

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-370967 3 1 1

clecec2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)CCOCCNSCCOC5=0

RUN4033

-1.79

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1589101 1 1 1

clccc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)CINC(=0)Cese[nH]nes

RUN2981

-1.79

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-317555_1 1 1

clecc2ce(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)OCC5=NCCO5

RUN3804

-1.79

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-149224 1 1 1

clcee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)CIINC(=0)c5enc(cn5)CHN

RUN3245

-1.79

0.24
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sprint-5-dimer-x11498-dimer-neutral

EN300-90142 1 1 1

I=Z

#“
z
&

g~
o

NH,

EN300-717276_1 1 1

NN
=
(0]
HN (©]
N
S A \}

EN300-139167 1 1 1
NN
Z

HN

I

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-90142 1 1 1

Clecc26(c1)encc2NC(=0)[C@@J3(CCOAC3ee(ced)CINC(=0)[C@ @HISCCCIC@@HI(CE)C(=OIN

RUN3907

-1.78

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-78368_3 1 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOcAc3ce(ccd)Cl\CCNC(=0)C5(CCCCCENC(=0)N

RUNG6344

-1.78

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-717276_1 1 1

CCnlcc(nn1)CC(=0O)N[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Necdence5eacecees

RUN4081

-1.78

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-139167 1 1 1

cleee2ce(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)OC[C@@H]5COCCO5

RUN4402

-1.78

0.28
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sprint-5-dimer-x11498-dimer-neutral

EN300-1600517 3 2 1
Y

=

HN (©]

T
O
HO\/\/ K

EN300-7355519 3 5 1

N
P

\\\—r

.

HN (e}

H Il.o
N

EN300-269453 1 2 1

NN
Z

HN (@]

H
N=— “(N
(7]
N N
X y

EN300-125769 1 1 1

NN
2

HN (e}
H
N
/\/\O/\«
O O
\O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1600517_3 2 1

clece2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CCOC[C@H](CO)F

RUN3791

-1.78

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7355519 3 5 1

clecc26(c1)ence2NC(=0)[C@@J3(CCOrAC3ce(ced)CIICCNC(=0)CIC@@HISCIC@@HIBIC@H)(05)CCOB.

RUNS5254

-1.78

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-269453 1 2 1

cleee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)CIINC(=0)[C@H]5CCcennnn6CS

RUN2938

-1.78

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-125769 1 1 1

COCCCOCC(=O)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3encedc3ceccd

RUN3262

-1.78

0.28
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sprint-5-dimer-x11498-dimer-neutral

EN300-175186 4 1 1
NN
Z

HN (O]
HO

EN300-195590 1 2 1
AN
Z

(0]
HN (@] 2,
O' o)
N
H
g
(0]

EN300-754584 3 1 1

NN
v

HN (©]

'O
/]
O: ,
H e
N
N O
o H O

EN300-120282 1 1 1

AN
2
HN o N:hi
/’4\/ "
(@]
(@]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-175186_ 4 1 1

C[C@@H](CO)OCCC[C@]1(CCOc2clce(cc2)Cl)C(=0)Nec3enccac3ccecd

RUN3902

-1.78

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-195590 1 2 1

clcee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)CIINC(=0)C[C@H]SCCCNC(=0)C5

RUN4473

-1.78

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-754584 3 1 1

(O)(=0)CC(=OINS

RUNS5226

-1.78

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-120282_1 1 1

Cnlcc(nn1)CO[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nc4cncc5cdccees

RUN4786

-1.77

0.19

- 164 -



sprint-5-dimer-x11498-dimer-neutral

VLA-UCB-05e51b3f-12 1
AN
Z

EN300-46832 1 1 1

NN
/
HN o
o
Ov«
N ="
5 H

EN300-71405 3 1 1

NN
A

HN (e}

H beo
N

N O

—

HN /

VLA-UCB-50c39ae8-8 1

N
P

HN ¢]

H
Ou
o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-05e51b3f-12_1

clece2c(cl)ence2NC(=0)[C@]3(CCOcAc3ce(cc40[C@@HISCC(=0)NS)C)CCCECCCCCH

RUN311

-1.77

0.54

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-46832_1 1 1

cleee2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)OCC(=0)NC[C@@H]5CCOCS

RUN4665

-1.77

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-71405 3 1 1

clcce2ce(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)CCNC(=0)Ce5een[nH]S

RUNS277

-1.77

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-50c39ae8-8_1

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

RUN342

-1.77

0.23
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sprint-5-dimer-x11498-dimer-neutral

EN300-7355519 1 2 1

N
2

HN o
H
N
\\v
.\
o o

MAK-UNK-3875bbc8-1_1
Y
~Z

EN300-219330 1 1 1
NN
ol
~

o

EDG-MED-90036822-17 1
NN
Z

HN O
HO H
N
F
(6] (6]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7355519 1 2 1

RUN3737

-1.77

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-3875bbc8-1_1

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

RUN703

-1.77

0.09

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-219330_1 1 1

clecc2ce(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)OCCN5CCOCC5=0

RUN3242

-1.76

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-17_1

clcee2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)NC(=0)[C@@H](CF)O

RUN1542

-1.76

0.28
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sprint-5-dimer-x11498-dimer-neutral

EN300-52009 1 1 1
NN
Z

HN 0
H
g
HO o o

EN300-6479181 1 2 1
NN

EN300-358956 1 1 1
NN

HN O

ZT

EN300-139167 1 1 1
NN
Z

HN

e

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-52009_1_1 1

clcce2ce(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)NC(=0)C5(CCC5)0

RUNS3211

-1.76

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6479181 1 2 1

I5CCIC@@HIBNSC(=0)CCH

RUN3292

-1.76

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-358956_1 1 1

Cclee(c(=0)[NH]c1C(=0)N[C@]2(CCO 1)C(=0) #N

RUN4347

-1.76

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-139167 1 1 1

cleee2ce(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)OC[C@@H]5COCCO5

RUN4349

-1.76

0.27
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sprint-5-dimer-x11498-dimer-neutral

EN300-1968342 3 1 1
Y

=

HN (©]

HO T
O
F (0]

EDG-MED-90036822-104 1
N
Z

HN O
H
N* \
H
""CHN
—
N
O (0]

EN300-1717596_1 1 1
AN Y
Z

HN (@]

¢

EN300-250126 1 1 1
Y

=

HN O
(6]
H.N H
N
O O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1968342 3 1 1

clece2c(c1)encc2NC(=0)[C@@]3(CCOc4c3ec(ced)Cl)CCOC[C@@H](CF)O

RUN2958

-1.76

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-104_1

RUN1693

-1.76

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1717596_1 1 1

cleee2c(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ced)CI)NC(=0)C5CC(C5)n6ennce

RUN4270

-1.76

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-250126_1 1 1

CC(C)CIC@@HI(C(=0)N)C(=0)N[C@]1(CCOc2¢1cc(ce2)Cl)C(=0)Ne3enceac3ccecd

RUN2769

-1.76

0.26
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sprint-5-dimer-x11498-dimer-neutral

EN300-4726186 1 1 1

Y
A

4

EN300-1271924 1 1 1

NN
~

HN o

H
N

P §

o/

EN300-7430501 1 2 1

AN
Z

HN (@)
N

N == N

/

2~ L

VLA-UCB-34f3ed0c-8 1 1

NN
P

HN o]
(o]
(1T
—— O
\ NH
N/

HN o
s
o
O& /2
«
=N
e} e}
(o] (0]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-4726186_1 1 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3ec(ced)CINC(=0)CIN@IECCCNS5(=0)=0

RUNS310

-1.76

0.43

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1271924 1 1 1

Ccelec(=0)c(cn1CC(=0)N[C@]2(CCO 1)C(=0; oC

RUNS5058

-1.75

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7430501_1 2 1

cleee2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)NC(=0)[C@H]5CCnée(cnn6)CS

RUN2967

-1.75

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-34f3ed0c-8_1_1

clccc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)C(=0)CCeseen[nH]5

RUN3067

-1.75

0.22
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sprint-5-dimer-x11498-dimer-neutral

EN300-189563 3 1 1

NN
P

HN O

EDJ-MED-fcha3f31-8_1

NN
2

HN O
(6]
o /llu
(0]
(6]

EN300-6745453 1 2 1

NN
Z

HN @)
\ —
N
o 0

EN300-219020 1 1 1

AN
P
HN o N~N/
—~
ZN
O
(@]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-189563 3 1 1

cleee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)ICCOCCCECS(=0)(=0)Cs

RUN3584

-1.75

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-fcba3f31-8_1

clccc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CO[C@H]SCCOC5=0

RUN2360

-1.75

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6745453 1 2 1

clccc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)CINC(=0)[C@H]5Cc6nnen6CSs

RUN4550

-1.75

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-219020 1 1 1

Cnlncc(n1)CO[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nc4cncc5c4ccees

RUN4351

-1.75

0.22
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sprint-5-dimer-x11498-dimer-neutral

EN300-96362 3 2 1
N
Z

HN (©]
OH
H lllo
o N
N (e}
H e}

EN300-50514 1 1 1

Y
Z

HN O
H
N
N O/\(
O (o]
(¢]

EN300-301925 3 2 1

H /llo
[¢] N
0y
(0]
o
N

EN300-109535 1 2 1
NN
Z

0
HN 0
%’o
N
H o
0
o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-96362_3 2 1

HI(C(= 0)C5CC5)0

RUN4255

-1.75

0.43

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-50514 1 1 1

clece2c(c1)encc2NC(=0)[C@@]3(CCOc4c3ec(ced)ClI)NC(=0)COc5cec(ce5)CC(=0)N

RUN3443

-1.74

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-301925 3 2 1

clcee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)ICCNC(=0)[C@]5(CCCOCS)C#N

RUNS3125

-1.74

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-109535_1 2 1

clece2e(c)ence2NC(=0)[C@@13(CCOc4c3ec(cod)CNC(=0)C[C@H]SCC(=0)0CS

RUN3903

-1.74

0.21
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sprint-5-dimer-x11498-dimer-neutral

EN300-31099 3 1 1
ANV
Z

HN (@]

H UTH
o N e
\)‘N/\« o)
H (@)

EN300-185751 1 1 1

AN\
~Z
(e}
HN O
N —
H /N
N
(0]

EN300-69107 1 1 1
NN
Z

O L5
N_/

DAR-DIA-0d514e7d-18 1 1

Y
o

HN O

I,..

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-31099 3 1 1

CCC(=0)NCC(=O)NCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3enceac3ececd

RUNS833

-1.74

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-185751 1 1 1

clecc2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cec(ccd)Cl)NC(=0)Ce5enencs

RUN4780

-1.74

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-69107 1 1 1

clcee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CC(=0)NSCCC(=0)NCCE

RUN2902

-1.74

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-18_1 1

C[C@H]1COc2c(cc(cc20C(F)(F)F)CI[C@@H]1C(=0)Nc3cenccdc3ccecd

RUN4737

-1.74

0.16
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sprint-5-dimer-x11498-dimer-neutral

EN300-217494 1 1 1
NN
Z

HN (@]

EN300-73772. 3 1 1
NN
Z

HN )

EN300-109535 1 1 1
NN

Iz

o

EN300-159633 3 2 1

Y
s
HN o
F OH H\/'"'
F s N
T :

(0]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-217494 1 1 1

CIC@@]([C@@H]1CCOCL)(C(=O)N[C@]2(CCO 1)C(=0;} o

RUN3496

-1.74

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-73772.3 1 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)CCOCCSNH]e(=0)InHInS

RUNS3358

-1.74

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-109535_1 1 1

clece2e(c1)ence2NC(=0)[C@ @]3(CCOc4c3cc(ced)Cl)NC(=0)C[C@@H]5CC(=0)0C5

RUN7166

-1.73

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-159633 3 2 1

CIC@](C(=0)NCCIC@]1(CCO 1)C(=0] EERO

RUN4018

-1.73

0.33
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sprint-5-dimer-x11498-dimer-neutral
FRA-DIA-b66f7109-3 2 1

o

EN300-109540_3 1 1

EN300-1425677_3 2 1

AN

Z

..,«o y

EN300-299215 1 1 1

NN
Z

- 174 -

CID: FRA-DIA-b66f7109-3 2 1
3 SMILES: ey OGO A I A5
4 RUN: RUN3341
DDG (kcal/mol) -1.73
dDDG (kcal/mol) 0.52
CID: EN300-109540_3 1 1
SMILES: CIC@@HICLeNIMTICC-OINCCIC@IZ(CCo )0 0
RUN: RUN3163
DDG (kcal/mol) -1.73
dDDG (kcal/mol) 0.30
CID: EN300-1425677_3 2 1
SMILES: C160e25(C1ENCE2NC(-OJC@@IB(CCOMAIET(EEAICICONC(-OIC@IS(CCCOsICO
RUN: RUN4635
DDG (kcal/mol) -1.73
dDDG (kcal/mol) 0.38
CID: EN300-299215 1 1 1
SMILES: CIC@MILIC@HIOCCOTC(-ONIC@I2(CCORC2e(eca)CIC(-OMEAceSAceccs
RUN: RUN2767
DDG (kcal/mol) -1.73
dDDG (kcal/mol)

0.26




sprint-5-dimer-x11498-dimer-neutral

DAR-DIA-5ff57136-14 1 1

N

HN (e}

EN300-152913 1 1 1

Y
2

l

ALP-UNI-dbbfd3db-16_1

NN

o5

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-5ff57136-14_1_1

CC(C)(C#C)N(clencc2cleccc2)C(=0)[C@@H]3CCOc4c3cc(cc4)Cl

RUNS5433

-1.73

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-310888 3 1 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ced)C)CCOCTENNCENSCCOCCH

RUN4950

-1.72

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-152913 1 1 1

CN(C)elnc(on1)CCC(=0)N[C@]2(CCOe3c2cc(ce3)Cl)C(=0)Nedence5eaceees

RUNS3711

-1.72

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-dbbfd3db-16_1

Cnlc2c(en1)e(=0)n(cn2)CC(=0)N[C@]3(CCOcAc3ce(ced)Cl)C(=0)Neencebeseeees

RUN2617

-1.72

0.25
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sprint-5-dimer-x11498-dimer-neutral

EN300-28262 1 1 2

NN
Z
HN

EN300-16582_3 1 1

o

o g

EN300-101443 3 1 1

AN
Z
HN

OH H [IT
N
Olj« (@]

o

EN300-62074 3 2 1

Jlo.
/\)-‘g °

\O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-28262_1 1 2

cleee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)CIINC(=0)[C@H]5CC=Nc6n5Sncné

RUN6514

-1.72

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-16582 3 1 1

CC(C)[C@@H](C(=0)NCC[C@]1(CCOc2clce(cc2)Cl)C(=0)Ne3encedc3ceecd)NC(=0)C

RUNS533

-1.72

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-101443 3 1 1

clccc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CCNC(=0)C5(COC5)0

RUNG6455

-1.72

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-62074 3 2 1

CC(=0)N[C@H](CCOC)C(=0)NCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3encedc3ceecd

RUNG6369

-1.72

0.31

- 176 -



sprint-5-dimer-x11498-dimer-neutral

EN300-705386_1 1 1
NN
s

HN 0
H
t N
‘.
\‘ o o

(@]

/

EN300-201553 1 1 1
AN
~Z

N\ N
- { :

EN300-31998 1 1 1
ANV
~Z

HN 0
H
N/
N\N
H o) o}

EN300-195590 1 1 1
AN

=z

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-705386_1 1 1

COC[C@@H]1C[C@H]1C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedcncesedceees

RUN3429

-1.72

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-201553 1 1 1

Clnl160(HIDOCC-ONC@I2(CCO ye(eo
RUNS5411

-1.72

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-31998 1 1 1

clcec2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(cc4)C)NC(=0)c5en[nHIn5

RUN2787

-1.71

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-195590 1 1 1

clecc2c(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ce4)CINC(=0)C[C@@H]SCCCNC(=0)C5

RUNS5613

-1.71

0.26
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sprint-5-dimer-x11498-dimer-neutral

EN300-92447 1 1 1

Y
/
HN O
%,
“, H
I’HN
HN
\O
(0] (@]

NN
(\ y/
N
H,N* \) HN o)
o

EN300-6497975 1 1 1

NN
Z

EN300-155823 1 1 1

NN
Z

HN o

N o=
LI
N
HO
O (0]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-92447 1 1 1

C[C@@H]1C[C@H](ON1)C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedence5edceees

RUN3430

-1.71

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-8be7dca9-4 1

clcc2ence(c2ccIN3CC[NH2+]CC3)NC(=0)[C@ @H]4CCOc5c4cc(ce5)Cl

RUN440

-1.71

0.09

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6497975 1 1 1

Cele(enc(n1)CO)C(=0)N[C@]2(CCOc3c2cc(ce3)CIIC(=0)Nedence5edceees

RUN4627

-1.71

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-155823 1 1 1

cleee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)CC(=0)NSCC(C5)(CC#N)O

RUN4916

-1.70

0.24
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sprint-5-dimer-x11498-dimer-neutral

EN300-1608590 3 1 2
Y

EN300-12067 3 1 1

AN
2

J'E@
o

ALF-EVA-0b412456-5 2

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1608590 3 1 2

RUN4647

-1.70

0.56

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-3875bbc8-1_1 1

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

RUN4944

-1.70

0.11

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-12067 3 1 1

Celesc(=0)n1CC(=0)NCCIC@]2(CCOc3c2cc(ce3)Cl)C(=0)NedenceSedccees

RUN3070

-1.70

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALF-EVA-0b412456-5_2

clcc2ence(c2cc1CINH3+])NC(=0)Ce3cc(ce(c3)Cl)O[C@H]4CC(=0)N4

RUN2571

-1.70

0.48
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sprint-5-dimer-x11498-dimer-neutral
EN300-259694 1 1 1

CID: EN300-259694 1 1 1
Y
/ SMILES: CCO[C@@]1(CCOCT)C(=0)N[C@]2(CCO )C(=0)
HN o]
RUN: RUN7493
(o]
§
DDG (kcal/mol): -1.70
o o] o
r dDDG (kcal/mol): 0.32
EN300-67791_2_1 1 CID: EN300-67791 2 1 1
Y
S M I L ES CC(C)[C@@H]1C(=0)NCCN1C(=0)CC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedencc5eaceees
RUN: RUN7790
DDG (kcal/mol): -1.70
dDDG (kcal/mol): 0.40
CID: EN300-69162 3 1 1
S M I L ES C[C@@H](COC)C(=0)NCC[C@]1(CCOc2c1ce(cc2)Cl)C(=0)Ne3enceac3eceed
RUN: RUN3622
- H\/““ DDG (kcal/mol): -1.69
3 N
O\/\( 0 dDDG (kcal/mol): 0.29
y; \ ( )
EN300-343787_1_1_1 CID: EN300-343787_1 1 1
AN\
/ SM I L ES CN1[C@H](CCC1=0)C(=0)N[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Neacnce5eaccees
HN © RUN: RUN3489
N DDG (kcal/mol): -1.69
i
N
\ o) o) dDDG (kcal/mol):
- 180 -

0.24




sprint-5-dimer-x11498-dimer-neutral

EN300-265285_1 1 1
N
Z

o HN o}
HN H
& "
N
SN
H o) o}

EN300-107493 1 2 1
N
Z

EDJ-MED-fcba3f31-7_1

NN
Z

HN O
O
N
/llu
O
O

EN300-159634 1 1 1

NN
Z

HN O
/= H
HN
o O O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-265285 1 1 1

ClC@@HLC (=OIN[C@I3(CCO! )C(=0 (=ON1

RUN4775

-1.69

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-107493_1 2 1

clccc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)CIINC(=0)[C@H]SCCNC(=0)C5

RUN3628

-1.69

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-fcba3f31-7_1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CO[C@H]SCCNC5=0

RUN2339

-1.69

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-159634 1 1 1

clcce2ce(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ced)CNC(=0)c5ec(=0)nH]nes.

RUN4994

-1.69

0.24
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sprint-5-dimer-x11498-dimer-neutral

EN300-116234 3 1 1

NN
Z

HN ©]

o
(0]

EN300-30397 3 2 1

EN300-02067 3 2 1

Y
2

HN

fe) boo
(©]

D Nt

EN300-1630093 2 2 1

NN
P

HN O
(@]
/llo
N
H
(6]
(6]
()
s,
‘o1

O~

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-116234 3 1 1

clcce2c(cl)encc2NC(=0)[C@ @]3(CCOc4c3cc(ced)Cl)CCNC(=0)[C@H]5CCCO5

RUN4928

-1.69

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-30397 3 2 1

C[C@H](C(=0)NCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3encedc3ceeed)nsenens

RUN3692

-1.69

0.41

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-02067 3 2 1

C[C@H](COC)NC(=0)COCC[C@]1(CCOc2c1ce(cc2)Cl)C(=0)Ne3encedc3cceed

RUNG6976

-1.68

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1630093 2 2 1

CC(C)(C(=0)NC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3encedc3ceceed)[C@]5(CCOC5)0

RUN7325

-1.68

0.28
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sprint-5-dimer-x11498-dimer-neutral

ED_-GRI-5b13fbe2-34 1

\N HN
O
o F
%, F
HN o H

N*

/J

o

EN300-244947 1 1 1

Y
~
HN O
H
N—H N@
|
N / (e} (0]

EDJ-MED-e4b030d8-6_1
Y
Z

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

EN300-68794 3 1 1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ED_-GRI-5b13fbe2-34_1

C[N@)(CCO[C@]1(CCOc2c1cc(cc2)Cl)C(=0; C(C(=O)N)(F)F

RUN1446

-1.68

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-244947 1 1 1

clcce2c(c1)ence2NC(=0)[C@ @]3(CCOc4c3cc(ced)Cl)NC(=0)CCe5en[nHInS

RUN3864

-1.68

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-e4b030d8-6_1

CCC[C@H]1COc2cce(cc2[C@@H]1C(=0)Nc3enccac3ccccd)Cl

RUN254

-1.68

0.10

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-68794 3 1 1

CS(=0)(=0)CCCOCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3enccac3ececd

RUNG6094

-1.68

0.30
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sprint-5-dimer-x11498-dimer-neutral

DAR-DIA-076fb6ea-9 1
NN

=

N
N “\\\ o

EN300-180875 1 1 1
NN
s

/ o

MAK-UNK-8be7dca9-4 1 1

NN
(\ y/
N
H,N* \) HN o)
o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-076fb6ea-9_1

clcec2c(cl)ence2N(C#C[C@@H]3CCCINH2+]3)C(=0)Cc4ccec(c4)Cl

RUN1273

-1.68

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-180875_1 1 1

CN(C)C(=0)C1(CC1)C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)NedenceSedccees

RUN4535

-1.68

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-8be7dca9-4 1 1

clcc2ence(c2ccIN3CC[NH2+]CC3)NC(=0)[C@ @H]4CCOc5c4cc(cc5)Cl

RUNS5625

-1.67

0.09

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-9e4459de-15_6

(=0)CCC(= (=0)[C@@H]SCCO 6)C) O)NC7=0)0

RUN1318

-1.67

0.33
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sprint-5-dimer-x11498-dimer-neutral

EN300-204935 1 1 1
NN

EN300-7461217 3 2 1

AN
/
HN O
HO
,'0 H [T
N
g

E 0

(0]

EN300-7459545 3 2 1

NN
2

HN O

/H '
H 0
N§/

HO

. o

F O
E

EN300-10397 3 1 1

Y
Z

HN O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-204935 1 1 1

Cnlncc(n1)C(=0)CO[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncdence5edccees

RUNG060

-1.67

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7461217 3 2 1

)C@H] HICE)FO

RUNS5038

-1.67

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7459545 3 2 1

CN(C)C[C@](C(=0)NCC[C@]1(CCO )CNC(=0, (F)FF)O

RUNS3651

-1.67

0.52

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-10397 3 1 1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3ce(ccd)Cl)CCNC(=0)CNC(=0)N

RUNS5461

-1.67

0.26
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sprint-5-dimer-x11498-dimer-neutral

EN300-131572 1 1 1
NN

EN300-1301381 3 2 1

NN
s
EASERS
|
EN300-156318 1 1 1
NN
P

/O
EN300-7447185 1 1 1

NN
Z

HN O
H
><: N
O
O O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-131572 1 1 1

clece2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)CINC(=0)c5ennéesencet

RUN4322

-1.67

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1301381 3 2 1

COC[C@]1(CCCO1)C(=0)NCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Neacnce5eaccees

RUN4969

-1.67

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-156318 1 1 1

COclee[nH]e(=0)c1C(=0)N[C@]2(CCOc3c2cc(ce3)CIC(=0)Nedence5edceees

RUN3484

-1.67

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7447185 1 1 1

clecee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)CI)NC(=0)C5CCE(C5)COC(=0)N6

RUN3415

-1.67

0.25
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sprint-5-dimer-x11498-dimer-neutral

ED_-GRI-5b13fbe2-57_1

Y
P/

HN o) H~N

0

ED_-GRI-5b13fbe2-64 1

Y
Z

HN o N

O

ED_-GRI-5b13fbe2-67_2

N N{*
@ [Q
~

O

EN300-248521 1 1 1

NN
Z

HN o

HO
l;;
LITH
HO N
\\\‘ ¢
(6] O

/’Q\/ \N'l,O
oo NHS

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ED_-GRI-5b13fbe2-57_1

clecc2c(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)OCe5cen[nH]5

RUN1428

-1.67

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ED_-GRI-5b13fbe2-64_1

[C@H]6CCIC@H(CE)INH3+]

RUN1470

-1.67

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ED_-GRI-5b13fbe2-67_2

C[N@H+]1CCc2¢(cc(nn2)NCCO[C@]3(CCO )CI)C(=0; 1

RUN1480

-1.67

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-248521 1 1 1

HI(C5)0)CO

RUNS927

-1.66

0.36
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sprint-5-dimer-x11498-dimer-neutral

EDG-MED-90036822-94 11

o o o
&
) OH

EN300-6486855 1 1 1

NN
s
o
HN o
7
H N
N//
0

EN300-6729747 1 2 1

NN
Z
HN
H
N
0..‘«
o

o

H

@)

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-94_11

RUN1685

-1.66

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6486855_1 1 1

Cnlc(cnn1)CC(=0)N[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Ncdence5caceees

RUN4588

-1.66

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-263456_1 1 1

clcee2c(c1)ence2NC(=0)[C@ @]3(CCOc4c3cc(ced)Cl)NC(=0)c5eec(=0)n(n5)CCF

RUNS3038

-1.66

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6729747_1 2 1

RUNS5123

-1.66

0.43
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sprint-5-dimer-x11498-dimer-neutral
EN300-60033 3 1 1

CID: EN300-60033 3 1 1
N
/ S M I L ES clece2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)CCNC(=0)COC[C@@H]5CCCOS
RUN: RUN4894
DDG (kcal/mol) -1.65
dDDG (kcal/mol) 0.33
EDG-MED-90036822-80_1 CID: EDG-MED-90036822-80_1
ANY
/ SM I L ES C[C@@H](C#N)C(=O)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3enccac3ececd
RUN: RUN1623

-

- %Q DDG (kcal/mol) -1.65
ﬂ dDDG (kcal/mol) 0.15

EN300-7355519_1 8 1 CID: EN300-7355519 1 8 1
N
= SMILES: S
(@]
RUN: RUN4784
§

,e‘“( DDG (kcal/mol) -1.65

[e] [¢]

dDDG (kcal/mol) 0.24
EN300-2011576_1 1—1 CID: EN300-2011576 1 1 1
Y
/ SM I L ES: cleec2c(c1)encc2NC(=0)[C@@]3(CCO )NC(=0)C5C 5
HN ¢} RUN: RUN5956
N
( N H DDG (kcal/mol) -1.65
N/
o o dDDG (kcal/mol):
- 189 -
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sprint-5-dimer-x11498-dimer-neutral

EN300-155362 1 3 1
NN
Z

EN300-149013 1 1 1

NN
Z

e

Y
./ HO
A
HN O 0
~

EN300-87536_1 1 1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-155362_1 3 1

C[C@@H]1CC(=0)N[C@H]1C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nec4cnceSedceees

RUN4620

-1.65

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-149013 1 1 1

cleee2c(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ced)CI)NC(=0)c5e(n[nH]n5)Cl

RUN3546

-1.65

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6494158 1 2 1

cleee2ce(c1)ence2NC(=0)[C@@]3(CCOc4c3ec(ce4)Cl)OC[C@H]SC[C@@H])(CO5)CO

RUN3526

-1.65

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-87536_1 1 1

clcee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)CIINC(=0)[C@@H]SCCCNSC(=0)N

RUNG6864

-1.65

0.27
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sprint-5-dimer-x11498-dimer-neutral

EDG-MED-90036822-88_1

Y
/
(0] +
HN o y NH;
‘%
'0
N
H
CF
0

EN300-211203 1 2 1
NN
s

HN (e}
H
N
(¢}
H
N
R
(0] (o)

EN300-182725 3 2 1

Y
P

HN O

H /'lo
o N

NN
Z
(0]
HN O
H
Yy

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-88_1

clcce2e(cl)encc2NC(=0)[C@ @]3(CCOc4c3cc(ccd)CINC(=0)C[C@@H)(CCF)C[NH3+]

RUN1681

-1.65

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-211203_1 2 1

CC(C)[C@]1(CC(=0)NC1)C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)NecacnceSedceecs

RUNS5122

-1.64

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-182725 3 2 1

clc@H )(=0)C)C(=¢

RUNS5618

-1.64

0.43

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-31_1

clccc2e(cl)ence2NC(=0)[C@ @]3(CCOc4c3cc(ccd)CINC(=0)Ce5[nH]cens

RUN1535

-1.64

0.22
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sprint-5-dimer-x11498-dimer-neutral

EN300-18928 1 1 1

N
2

Pl

EN300-133915 1 1 1

AN
Z

HN (@]

© H
§’N H
at
o

EN300-64297 1 1 1

NN
Z

EDG-MED-90036822-108_4

NN
y/

HN (@)
‘\OH
<
H
MN
F
(0] O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-18928 1 1 1

cleec2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)ClINC(=0)[C@@H]5CSCN5C(=0)C6CCh

RUNS885

-1.64

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-133915 1 1 1

clcce2c(c1)ence2NC(=0)[C@ @]3(CCOc4c3cc(ced)Cl)NC(=0)c5esc(=0)[nHI5

RUNG6528

-1.64

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-64297 1 1 1

clecc2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)NC(=0)c5enencs

RUN4690

-1.64

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-108_4

clecc2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)ClINC(=0)[C@H]([C@H](CC5CC5)0)F

RUN1754

-1.63

0.28
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sprint-5-dimer-x11498-dimer-neutral

KAD-UNI-8a629¢ch0-1_1

Y
Z

HN o

/'lo
(©]
O!
WY gN d

W

EN300-113234 3 2 1

NN
P/

HN O

MH\/I".
EDG-MED-90036822-99 3

NN
Z

EN300-223187 1 1 1

NN
P

HN (0]
N
‘ (0] o
( Z/N;N

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

KAD-UNI-8a629cb0-1_1

CS(=0)(=0)[N@@]1CC[C@H](C1)COCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Neacncesedceecs

RUN2029

-1.63

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-113234 3 2 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cec(ced)CCCNC(=0)[C@HISCC(=0)OC5

RUN4821

-1.63

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-99_3

cleee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)CIINC(=0)[C@@H]([C@H](C5CCC5)0)F

RUN1692

-1.63

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-223187_1 1 1

clccc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)NC(=0)Cn5c6e(nn5)CCCCE

RUN3478

-1.63

0.28
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sprint-5-dimer-x11498-dimer-neutral

EN300-178876_3 1 1

NN
Z

HN (@]
H [ITH
HN N
O
(0] (©]

EN300-116313 3 1 1

NN
P/

HN o

%o
N H [T
Ns/
(@]

(0]

EN300-263669 1 1 1
ANV
~Z

HN o)
H
>. }: H
s N
o o) o)

EN300-219020 1 1 1

AN
P
HN o N~N/
—~
ZN
O
(@]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-178876_3 1 1

CIC@@]1(CCCNC1=0)C(=0)NCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)NedenceSedocees

RUNS5109

-1.63

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-116313 3 1 1

CC(=0)N1CCOC[C@@H]1C(=0)NCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedence5eaccecs

RUN4487

-1.63

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-263669 1 1 1

clcce2e(cl)encc2NC(=0)[C@ @]3(CCOc4c3cc(ccd)CINC(=0)[C@]56C[C@H]5COCE

RUN4339

-1.63

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-219020 1 1 1

Cnlncc(n1)CO[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nc4cncc5c4ccees

RUN4875

-1.63

0.20
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sprint-5-dimer-x11498-dimer-neutral

EN300-189672 3 1 1

\N
/
HN (6]
H ’ e
N
— o
HN o
(o]

EN300-12440 3 2 1

NN
P/

HN O

33—«“

1T

EN300-120282 3 1 1

NN
Z

HN (O]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-189672_3 1 1

clcce2ce(c1)ence2NC(=0)[C@ @]3(CCOc4c3cc(ce4)Cl)CCNC(=0)Ce5ecc(=0)[nH]cs

RUN4247

-1.63

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-12440 3 2 1

clece2e(c1)ence2NC(=0)[C@ @I3(CCOCAc3ce(ccd)CCCNC(=0)C@HISCC(=O)N(CS)CECCH

RUN4451

-1.62

0.43

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-120282_3 1 1

Cnlcc(nn1)COCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncacnce5edceees

RUN3465

-1.62

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-e4b030d8-4_1_1

clecc2c(cl)ence2NC(=0)[C@@H]3CCOc4c3cc(cc40C5COC5)Cl

RUN3965

-1.62

0.19
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sprint-5-dimer-x11498-dimer-neutral

EN300-171766_1 1 1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-171766_1 1 1

clcee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)OC[C@@H]SNNC(=0)S5

RUNS3540

-1.62

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1968342 2 1 1

cleec2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)COC[C@@H](CF)O

RUNS3650

-1.61

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1654957 2 1 1

CN(CC(CO)CO)C(=0)CCIC@]1(CCOc2c1ec(ce2)Cl)C(=0)Ne3encededeceed

RUNS373

-1.61

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-317272_1 1 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cec(ced)CNC(=0)c5en(nnS)CIC@@H]BCCOCH

RUN7490

-1.61

0.30
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sprint-5-dimer-x11498-dimer-neutral

EN300-123205 3 1 1

e

KAD-UNI-80f122¢8-2_2

G

Ay

EN300-7003350 3 1 1

NN
Z
HN

o . J:...

EN300-185398 1 1 1

Y
=
HN
F H
N
F

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-123205 3 1 1

CNS(=0)(=0)CCC(=0)NCC[C@]1(CCOc2c1cc(cc2)Cl)C(=0)Ne3enceac3cceed

RUN4619

-1.61

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

KAD-UNI-80f122c8-2_2

RUN2201

-1.61

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7003350 3 1 1

CCNC(=0)COCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccdc3ceccd

RUNS3833

-1.61

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-185398 1 1 1

C[C@@H](C(C(=0)N[C@]1(CCOc2clcc(cc2)Cl)C(=0, o

RUN4061

-1.60

0.19
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sprint-5-dimer-x11498-dimer-neutral

EN300-48760 3 1 1

NN

EN300-170463 3 1 1

NN
P/

HN (©]

Ty
DO~

(0]

EN300-133128 1 1 1

NN
Z

HN 0
H
0 /\6
‘Q
N
¢ S 0© o)

EDJ-MED-e4b030d8-6_1_1

NN
Z

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

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-48760_3 1 1

CC(C)(CINC(=0)CNC(=0)COCCIC@]1(CCOc2¢lce(ce2)CC(=0)Ne3encedcdecccd

RUNG6069

-1.60

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-170463 3 1 1

clcce2e(cl)ence2NC(=0)[C@ @]3(CCOc4c3cc(ced)Cl)CCNC(=0)[C@H]5CCOCS

RUN4696

-1.60

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-133128 1 1 1

CN(C)S(=0)(=0)CC(=0)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3encedc3ececd

RUN3135

-1.60

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-e4b030d8-6_1_1

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

RUN3915

-1.60

0.09
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sprint-5-dimer-x11498-dimer-neutral

DAR-DIA-6a508060-5_3

N
5

HN o
(0]
; H
4, : N

JOH-SUS-a69¢159d-7 1 1
Y
F Z F

EN300-31186 3 1 1

AN
Z

HN O
\\(o
N [ITH
H
H N\/
O
O

EDG-MED-90036822-67 1
ANV
Z

OH

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-6a508060-5_3

clecc2ce(cl)ence2NC(=0)[C@@H]3CCOc4c3cc(cc4C[C@H]5CC(=0)N5)CI

RUN301

-1.60

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-SUS-a69¢159d-7_1_1

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

RUNS3521

-1.60

0.11

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-31186_3 1 1

CCC(=0)NCCC(=0)NCCIC@]1(CCOc2clce(ce2)CC(=0)Ne3encedcdecccd

RUN7148

-1.60

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-67_1

clcce2e(cl)encc2NC(=0)[C@ @]3(CCOc4c3cc(ccd)CINC(=0)C(c5enc[nH]5)(F)F

RUN1653

-1.59

0.28
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sprint-5-dimer-x11498-dimer-neutral

EN300-31145 1 1 1
AN
s

- L

EN300-100741 1 1 1
ANV
~Z

HN (o]
./
N/\N)\(

(0] (6]

EN300-1653482 1 1 1

RN
Z
HN O
H
S~
N\N/ (0] (0]

EN300-97699 3 1 1

Y
P/

HN O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-31145 1 1 1

CC(C)C(=0)N(C)CC(=0)N[C@]1(CCOc2c1ce(cc2)Cl)C(=0)Ne3encedc3cceed

RUNS590

-1.59

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-100741_1 1 1

clcec2c(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(cc4)C)NC(=0)c5[nH]nen5

RUN4163

-1.59

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1653482_1 1 1

clecc2ce(c1)encc2NC(=0)[C@@]3(CCOr )NC(=0)[C@ @H]5CCr

RUN4563

-1.59

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-97699 3 1 1

C[C@@H](CS(=0)(=0)C)C(=0)NCC[C@]1(CCOc2c1ce(cc2)Cl)C(=0)Ne3encedc3cceed

RUNG6395

-1.59

0.34
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sprint-5-dimer-x11498-dimer-neutral

EN300-731622 3 1 1

NN
b

HN (o)

H /llo
N

/\(5« 0
o (0]

\\/O

EDG-MED-90036822-36_1

AN
2

HN (@]
F H
)‘( N
NH*
) ’
y
H,

DAR-DIA-9e4459de-15 7

cm
o
HN
N
HN g0 O
;o; c

ED_-GRI-5b13fbe2-18 1

NN
b N
T
HN o —

NH3;

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-731622_3 1 1

clcee2e(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CCNC(=0)C[C@@H]5COCCO5

RUNG6017

-1.59

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-36_1

clece2e(cl)ence2NC(=0)[C@@13(CCO! NC(=0)[C@@t

RUN1575

-1.59

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-9e4459de-15_7

(=0)CCC(= (=0)[C@@H]SCCO 6)C) O)NC7=0)0

RUN1379

-1.58

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ED_-GRI-5b13fbe2-18_1

RUN1486

-1.58

0.35
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sprint-5-dimer-x11498-dimer-neutral

EN300-98648 1 2 1
AN\
Z

HN (@]
)
N (6]

EN300-119126 3 1 1

NN
P

HN (¢]

EN300-92605 1 2 2
AN
~Z

\
N% HN o

EN300-7003350 1 1 1
NN
Z

HN (0]

b \//(’\

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-98648_1 2 1

CN1CC[C@H](C1=0)0[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Ncdcnce5edceees

RUN7488

-1.58

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-119126 3 1 1

Ce1[nHIne(n1)CC(=0)NCCIC@]2(CCOe3c2co(ce3)Cl)C(=0)NedenceSedocees

RUNG6278

-1.58

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-92605_1 2 2

RUN4251

-1.58

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7003350_1 1 1

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

RUNS3580

-1.58

0.19
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sprint-5-dimer-x11498-dimer-neutral

EN300-304135_3 2 1

CC
BE

EN300-12440 1 2 1

O

o T

EN300-6738732_3 1 1

G

)

\

fNP«O F;O

BE

ALP-UNI-dbbfd3db-18_1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-304135 3 2 1

CC[C@]1(CCNC1=0)C(=0)NCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ne4cnec5edccecs

RUN3663

-1.58

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-12440 1 2 1

cleee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)CIINC(=0)[C@H]5CC(=0)N(C5)C6CCo

RUNG980

-1.58

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6738732. 3 1 1

cleee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)ICCNC(=0)[C@]56 COC[C@H]5C6(F)F

RUN4494

-1.57

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-dbbfd3db-18_1

Cnlc(=0)cen(c1=0)CC(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Neacnce5edceees

RUN2646

-1.57

0.29
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sprint-5-dimer-x11498-dimer-neutral

EN300-178829 1 1 1

AN
Z

HN O
H
N
H
N
N o o
O

EN300-343474 1 2 1

NN
/
0
HN o % o
'0
N
H NH
o

EN300-37195 3 2 1

NN

==

EN300-137784 1 1 1

ANV
2

HN O
(0] H
M~
N
(@] O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-178829 1 1 1

clcee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)CIINC(=0)CC(=0)NCC5CCs

RUNS087

-1.57

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-343474 1 2 1

clcce2c(cl)ence2NC(=0)[C@ @]3(CCOc4c3cc(ccd)CINC(=0)C[C@H]SCCNC5=0

RUNS747

-1.57

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-37195 3 2 1

cleeec2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)CCOCC(=0)N[C@H]SCCCCNC5=0

RUN7401

-1.57

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-137784 1 1 1

CCICCN(CC1)C(=0)C(=0)N[C@]2(CCOe3c2cc(ce3)ClC(=0)NedenceSedccoes

RUN4385

-1.57

0.31
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sprint-5-dimer-x11498-dimer-neutral

EN300-214800 3 1 1
Y
Z SMILES:

HN o
RUN:

loo
o OJ DDG (kcal/mol):
y—N (0]

HN\) dDDG (kcal/mol):

CID:

EN300-214800_3_1 1

clcee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CCOCCNSCCNC5=0

RUN3808

-1.56

0.31

EN300-1387145 1 1 1

EN300-1387145 1 1 1

CS(=0)(=0)(C@@H]

RUN3149

-1.56

0.31

CID:
Y
P SMILES:
HN o
RUN:
N
O..,‘( DDG (kcal/mol):
= o] o)
=0
0= \ dDDG (kcal/mol):
EN300-6729572_1 1 1 o
AN
P SMILES:
HN O
RUN:
N
s .."( DDG (kcal/mol):
o) o

o dDDG (kcal/mol):

EN300-6729572_1 1 1

RUN3679

-1.56

0.27

EDJ-MED-d203f206-17_1

CID:
NN
P SMILES:
HN o]
RUN:
7\
— H loo
N_( DDG (kcal/mol):
N—(

/ o) o)
NN\ N dDDG (kcal/mol):

N

EDJ-MED-d203f206-17_1

cleee2c(c1)encc2NC(=0)[C@@]3(CCO 1)CC(=0;

RUN2437

-1.56

0.30
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sprint-5-dimer-x11498-dimer-neutral

EN300-2977549 1 1 1

Y
/
HN 0 Ne—
/ ;o
0
0

EN300-208959 1 3 1

N
P

HN o

H
N H
o N
% [¢] o
L
°
S _F

X

E

EN300-1723663 3 1 1

NN
v

HN (0]
H /'lo
N N
HO
O
o (@]

EN300-224741 1 1 1

ANV
Z

HN (0]
\\\iH‘(
<
H
N
O (0]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-2977549 1 1 1

CNC(=0)CO[C@]1(CCOc2clce(cc2)Cl)C(=0)Nec3enccdc3ccecd

RUNS5151

-1.56

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-208959 1 3 1

INC(=0)[C@@H] )CIC@HISCF)FF

RUNS5084

-1.56

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1723663 3 1 1

0)[C@@HISCCN(C(=0)C5)CCO

RUN4120

-1.56

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-224741_1 1 1

CC[C@@H](CC(=O)N[C@]1(CCOc2clce(cc2)Cl)C(=0)Ne3encede3ecced)O

RUNS3505

-1.56

0.22
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sprint-5-dimer-x11498-dimer-neutral
EDJ-MED-d203f206-14 1

CID: EDJ-MED-d203f206-14 1
NN
/ SM I L ES: clcee2ce(c1)encc2NC(=0)[C@@]3(CCOc4c3ec(ce4)Cl)CC(=0)NSCCOC[C@@H]5¢6n[n-Inné
HN (@]
RUN: RUN2400
O‘ \ oo
N
\1 « DDG (kcal/mol): -1.56
[e] [¢]
7\
\ =N dDDG (kcal/mol): 0.39
CHO'MSK'589lclff'8_1 CID: CHO-MSK-5891c1ff-8_1
NN
/ SM I L ES clcec2e(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)OCC(=0)NC5CC5
HN o H’d
s RUN: RUN1718
o O
DDG (kcal/mol): -1.56
o}
dDDG (kcal/mol): 0.19
EN300_7457159—4—1—1 CID: EN300-7457159 4 1 1
O
\ . o S M I L ES cleec2c(cl)ence2NC(=0)[C@@]3(CCOc4c3ec(ced)Cl)CCCOCL5ec(0n5)C6(COCE)0
Z N/\ l OH
RUN: RUN4721
DDG (kcal/mol): -1.56
dDDG (kcal/mol): 0.37
EN300_31183—1—2—1 CID: EN300-31183 1 2 1
Y
/ SM I L ES C[C@H](C(=0)N[C@]1(CCOc2c1cc(ce2)Cl)C(=0)Ne3enceac3ecced)NC(=0)COC
Nz ° RUN: RUN4099
< H
o 2 N DDG (kcal/mol): -1.56
DA
0 H o o dDDG (kcal/mol);
/
- 207 -

0.31




sprint-5-dimer-x11498-dimer-neutral

EN300-31077 1 1 1
NN
Z

EN300-97758 3 1 1

NN
P/

HN O

F H LITH
N§/
(0]
O

EN300-314890 1 1 1

AN
=
e te
-\
EN300-96886 1 1 1
N
S
o HN o)
/ N{m.
HO\‘. o) o)

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-31077_1 1 1

Cnlc(cen1)C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncdence5edccecs

RUN4032

-1.56

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-97758 3 1 1

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

RUN3222

-1.55

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-314890 1 1 1

CN(C)C(= H(O1)C(=

RUNS5415

-1.55

0.38

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-96886_1 1 1

HJ(C5)0)0

RUNS5069

-1.55

0.28
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sprint-5-dimer-x11498-dimer-neutral

EN300-212266 1 1 1

N
2

HN O
HO RH
N
HN
o] (0]
(0]

EN300-24949 1 1 1
AN\
Z

HN O
H
MN
-0 (0] (@]

EDJ-MED-d203f206-24_1

NN
b

HN O

O/\\N ~(lloo
Ne=N
oVt

EN300-204133 3 1 1
Y
~Z

HN (©]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-212266_1 1 1

CC(C)C(=0)N[C@@H](CO)C(=0)N[C@]1(CCOc2¢1cc(ce2)Cl)C(=0)Ne3enceac3cceed

RUN3130

-1.55

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-24949 1 1 1

COC(=0)CCC(=0O)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3enccac3ececd

RUN3942

-1.55

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-d203f206-24_1

clcee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)CC(=0)NSCCO[C@@H](C5)Cnéccnné

RUN2431

-1.55

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-204133 3 1 1

COCI(CCOCCC(-ONCCICOIZ(CCO )
RUN4089

-1.55

0.32
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sprint-5-dimer-x11498-dimer-neutral

EN300-88656_3 2 1

N\
/
HN ¢}
H beo
N
)
o
vy a‘o O

o

EN300-85413 1 1 1

NH,

/
HN 0
HO H
N
> o] o
-

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-88656_3 2 1

cleee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)CCNC(=0)[C@H]5CCCS5(=0)=0

RUNG6033

-1.54

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-85413 1 1 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cec(ced)CCC(=0)N[C@@H](CC(=0)N)C5CC5

RUN3467

-1.54

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7436306_1 1 1

cleec2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)OC[C@@H]S[C@H]6COC[C@H]60ONS

RUNS304

-1.54

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-2923949 1 4 1

clece(ccl)[C@HI(C@HI(C(=0IN[C@I2(CCO (=0 0)0

RUN3336

-1.54

0.29
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sprint-5-dimer-x11498-dimer-neutral

EN300-260816 1 1 1

CID:

Y

Z SMILES:
HN O

RUN:
N
O
o DDG (kcal/mol):

o

dDDG (kcal/mol):

EN300-260816_1 1 1

CNICC[C@@H](C1=0)CO[C@]2(CCOc3c2cc(ced)CIC(=0)NedenceSedccoes

RUN3891

-1.54

0.25

EN300-204936_3_1 1

Cnlc(enn1)C(=0)COCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedence5caccees

RUN4010

-1.54

0.30

CID:
Y
S SMILES:
RUN:
o OJ.M
‘ DDG (kcal/mol):
HN,N
Y dDDG (kcal/mol):
EN300-105693 2 1 1 cp.
NN
P SMILES:

HN (0]
RUN:
3 (]
Ve DDG (kcal/mol):
HO H
(0]
(@]

dDDG (kcal/mol):

EN300-105693 2 1 1

clccc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CNC(=0)C5(COCS)CO

RUN3554

-1.54

0.29

MAK-UNK-8be7dca9-5 1

CID:
H.N* NN
SMILES:
/
HN 0 RUN:
DDG (kcal/mol):
o dDDG (kcal/mol):

MAK-UNK-8be7dca9-5 1

clcc2c(cc1C[NH3+])cncc2NC(=0)[C@@H]3CCOc4c3cc(cc4)Cl

RUN413

-1.54

0.11

-211 -



sprint-5-dimer-x11498-dimer-neutral

EN300-97300 2 1 1
RN
~Z

HN O

o

g\N/lm
Flnq o

EN300-1241327 1 1 1

¢ o
/,&

O
(0]

EN300-28871 4 1 1

EN300-7355519 3 4 1

N
P

HN (e}

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-97300 2 1 1

clcce2c(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CNC(=0)[C@@H]5C[C@@H]SF

RUNG6222

-1.53

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1241327 1 1 1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)OCC(=0)NSCCOCCS

RUN4943

-1.53

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-28871 4 1 1

clecc2e(cl)encc2NC(=0)[C@ @]3(CCOc4c3cc(cc4)Cl)CCCNC(=0)CCnScenns

RUNS575

-1.53

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7355519 3 4 1

RUN4930

-1.53

0.32

-212 -



sprint-5-dimer-x11498-dimer-neutral

EN300-7385389 1 1 1

NN
P

F)r(/’() o o

E

EN300-212814 1 4 1

NN
v
o

HN
O)\\ loo
N
/\)\/ o 0
HO

EN300-28871 3 1 1

AN
e
~C

EN300-92684 1 2 2

NN
=S

/ HN o)
N\ /
H
N
o) o)

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7385389 1 1 1

clcee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)CIINC(=0)CnSenc(nS)C(F)(F)F

RUN4580

-1.53

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-212814_1 4 1

C[C@H]1CN(C[C@H](01)CCO)C(=0)C[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedence5caceees

RUNS5236

-1.53

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-28871 3 1 1

cleee2c(c1)encc2NC(=0)[C@@]3(CCOc4c3ec(ced)Cl)CCNC(=0)CCn5eenns

RUN3078

-1.53

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-92684 1 2 2

RUN3026

-1.53

0.40

- 213 -



sprint-5-dimer-x11498-dimer-neutral

EN300-219531 3 1 1
Y
Z

HN (0]

EN300-74089 3 1 1

AN
2

HN (¢]
(0]
H /llo
N
(0]
m °
N

EN300-26147 1 1 1
AN
Z

HN o)
H
N N
F\N\/\(
"/ o E;o

EN300-2983332 1 2 1
Y
Z

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-219531 3 1 1

CCC[C@@H](C(=0)NCC[C@]1(CCOc2c1ce(cc2)Cl)C(=0)Ne3enceac3ccecd)O

RUN3576

-1.53

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-74089 3 1 1

cleec2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)ICCNC(=0)C5(CCOCC5)C#N

RUN3769

-1.52

0.38

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-26147 1 1 1

clecc2ce(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)NC(=0)CCn5cnen5

RUNS308

-1.52

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-2983332_1 2 1

CC(C)[C@H]1CNC(=0)CN1C(=0)C[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Ncdcnce5eaccees

RUN7114

-1.52

0.25

-214 -



sprint-5-dimer-x11498-dimer-neutral

EN300-181492 1 2 1
NN
Z

HN 0
HO H
et
o o)

EN300-373791 3 1 1

NN
.
N\\ HN o
N/’ N, H\/“"
L~ o

EN300-222357 4 1 1

ANV
/
H
N
| HN o
HN
SN
H

(6]
\\/llu

o

ALP-UNI-3496895b-5_6

N
P

55

Op. @

2

N

0]

N

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-181492 1 2 1

C=C[C@H](C(=O)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3cnccdc3ccecd)O

RUN3167

-1.52

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-373791 3 1 1

cleee2e(cl)encc2NC(=0)[C@@)3(CCOx 1)CCNC(=0)c5ccnnSCCH#N

RUN4345

-1.52

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-222357 4 1 1

clece2c(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)CCCOCCe5en[nHInS

RUN7368

-1.52

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-3496895b-5_6

RUN2391

-1.52

0.35

- 215 -



sprint-5-dimer-x11498-dimer-neutral

EN300-1081277 1 1 1

NN
Z

HN (0]
H
MN
— O (]
H

EN300-75875 1 1 1
ANV
~Z

N/N\ H
\ /

EN300-2855057 1 1 1

NN
P/

N

EN300-18561 1 1 1
Y
~Z

HN (@]
H
o N
N/*(
H O O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1081277_1 1 1

CNC(=0)CCC(=0)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccdc3ceccd

RUN4507

-1.52

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-75875 1 1 1

clecc2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)NC(=0)c5eenncs

RUN4346

-1.51

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-2855057_1 1 1

C[C@@H](C(=0)N[C@]1(CCO )CIC(=0, (=0)N5CCOCC5

RUNG000

-1.51

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-18561 1 1 1

CC(=0O)NCC(=0O)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nec3enccdc3ceccd

RUNG6370

-1.51

0.21

- 216 -



sprint-5-dimer-x11498-dimer-neutral

EN300-94900 4 1 1

AN
P
HN

o
>~ 7
“O
NH

H.N* ]

o

o
o

N\

EN300-325738 1 2 1

AN
Z
HN o
H
N
0..,«
N
\ 0

o

EN300-6734171 3 2 1

NN
Z

HN (©]

BEN-BAS-c2bc0d80-1_1
Y
~Z

HN O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-94900 4 1 1

CS(=0)(=0)Ce1nc(on1)COCCCIC@]2(CCOC3c2ce(ce3)Cl)C(=0)NedenceSedccees

RUN4354

-1.51

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-325738 1 2 1

CNICEHI(CCCC1-OIC(-ONIC@I2(CCO ye(eo
RUN3488

-1.51

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6734171 3 2 1

CIC@]1(CCC(=0)N(C1)C)C(=0)NCCIC@]2(CCO )C(=0)
RUN3725

-1.51

0.43

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

BEN-BAS-c2bc0d80-1_1

clcece2ce(cl)encc2NC(=0)[C@@H]3CC=Nc4c3cc(cc4)Cl

RUN997

-1.51

0.28

-217 -



sprint-5-dimer-x11498-dimer-neutral

EN300-154201 1 1 1

NN
b

Qe

EN300-197715_4 1 1
NN /N\l’i'
Z N

EDJ-MED-d203f206-37_1
ANV
Z

HN (@]

O: /\\ loe,
N
-/ «
(0] (0]

EN300-203940 1 1 1

NN
A
HN O
N= N
(o] (o]
r/N

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-154201 1 1 1

cleec2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)CC(=0)NSCCOC[C@@H]5CO

RUN2999

-1.51

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-197715 4 1 1

Cclnnnn1CCCOCCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncdcncc5ecdccecs

RUNS5466

-1.51

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-d203f206-37_1

clccc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CC(=0)NSCCS(=0)CC5

RUN2424

-1.50

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-203940 1 1 1

clece2c(c1)encc2NC(=0)[C@@]3(CCO )CI)NC(=0)c5c[nt 0

RUN4366

-1.50

0.26
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sprint-5-dimer-x11498-dimer-neutral

EN300-214552 1 1 1
ANV
~Z

Y
@«

EN300-7473354 3 1 1

AN
P

HN (¢]

/\«“\/lu
N/\fN °
EN300-7355519 3 7 1
N
S

HN (e}

EN300-1664865_1 2 1

NN
2

HN (@]
H
N
Nj\; o F;o
Nt

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-214552 1 1 1

clccc2e(cl)encc2NC(=0)[C@ @]3(CCOc4c3cc(ccd)Cl)NC(=0)c5eebe([nH]e(=0)[nH]6)ncs

RUNS521

-1.50

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7473354 3 1 1

Cclncn(n1)CC(=0)NCC[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Necdence5edccees

RUNS3611

-1.50

0.38

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7355519 3 7 1

RUNS5469

-1.49

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1664865_1 2 1

Cnlc2¢(nn1)CCCIC@HI2C(=0)N[C@]3(CCOcAc3ce(ccd)Cl)C(=0)Ne5encebeseeees

RUNS5438

-1.49

0.25

- 219 -



sprint-5-dimer-x11498-dimer-neutral

EN300-205110 2 1 1
NN
Z

HN
HO 1
> N
\\\s )\/llu
(0]
(0]

EN300-85760 1 1 1

NN
s
HN (@]
° N
O
O O

EN300-118045 1 1 1
ANV
~Z

D*J%}vi

EN300-7121836 1 1 1

AN
Z

HN o
=\_
HN /7
o) o
F

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-205110 2 1 1

C[C@H](CO)N(C)C(=0)CC[C@]1(CCOc2clce(cc2)Cl)C(=0)Ne3encedc3ceecd

RUN2742

-1.49

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-85760_1 1 1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3ce(ccd)Cl)NC(=0)[C@@H]5CCO5

RUN4745

-1.49

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-118045 1 1 1

clcee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)CIINC(=0)csenc([nH]c5=0)C6CCe

RUN7705

-1.49

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7121836_1 1 1

clcec2c(c1)encc2NC(=0)[C@@]3(CCOc4c3cec(cc4)Cl)NC(=0)c5en[nH]c5F

RUN4213

-1.49

0.17
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sprint-5-dimer-x11498-dimer-neutral
EN300-20496 2 1 1

CID: EN300-20496 2 1 1
Y
/ S M I L ES: clcce2ce(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)CO[C@@H]5CCOC5=0
HN ¢} RUN: RUN4446
o)
o /““ DDG (kcal/mol) -1.49
o
o dDDG (kcal/mol) 0.21
EN300_77359—1 21 CID: EN300-77359 1 2 1
RN
/ S M I L ES C[C@H](C(=0)N[C@]1(CCOx (cc2)Cl)C(=0 occoc
RUN: RUN4374
<
}\« DDG (kcal/mol) -1.49
O dDDG (kcal/mol) 0.22
/
EN300_113218—3 21 CID: EN300-113218 3 2 1
NN
/ SM I L ES clece2c(c1)encc2NC(=0)[C@@]3(CCOcAc3cc(ce4)Cl)CCNC(=0)CS[C@H]5CCOC5=0
HN O
RUN: RUN5375
H loo
Q \,“*/ DDG (kcal/mol) -1.49
o . \ o
A dDDG (kcal/mol) 0.37
EN300_265285—1 21 CID: EN300-265285 1 2 1
Y
/ S M I L ES: C[C@H]1Cn2¢(cc(n2)C(=0)N[C@]3(CCO )CI)C(=0; (=O)N1
o HN 0 RUN: RUN4185
HN — H DDG (kcal/mol) -1.49
w K/ S N/
o o dDDG (kcal/mol)
-221 -

0.29




sprint-5-dimer-x11498-dimer-neutral

EN300-7003350 3 1 1

NN
Z

HN (0]

o . J:...

EN300-312618 1 1 1

NN
Z

\, .
A\M{¢
© ,\( (@] (@]

EN300-120068 3 1 1

NN
2

HN (o)

HJ'..
(¢] )\«N
o, o
-~0 H o

EN300-173562 2 3 1

ANV
Z

O NH
Nl

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7003350 3 1 1

CCNC(=0)COCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccdc3ceccd

RUN4026

-1.49

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-312618_1 1 1

Cnlcc(n(c1=0)C)C(=0)N[C@]2(CCOc3c2cc(ce3)CC(=0)Nedence5edecees

RUNG566

-1.48

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-120068_3_1 1

C[C@@H](C(=0)NCC[C@]1(CCOc2c1ce(cc2)Cl)C(=0; (=0)0C

RUN6181

-1.48

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-173562_2_3_1

C[C@@H]1C[C@H](CN1C(=0)CC[C@]2(CCO 1)C(=0! o

RUNG6794

-1.48

0.28

- 222 -



sprint-5-dimer-x11498-dimer-neutral

EN300-331828 4 1 1

NN
y/
HN o
o
(=
v \\/llu
OH

EN300-331828 1 1 1

NN
Z

HN o
HO O
&
o
o

EN300-6745081 3 2 1

Y
v

HN (e}

ZT
-
-
-

EN300-155498 1 1 1
NN
Z

HN O
)\C(

H

N

(e} (@]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-331828 4 1 1

clcee2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)ICCCO[C@@H]5COC[C@H]50

RUN3722

-1.48

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-331828 1 1 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3ec(ced)Cl)O[C@@H]SCOC[C@H]SO

RUN7657

-1.48

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6745081 3 2 1

C[C@]1(CCCCNC1=0)C(=0)NCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedcence5caceees

RUNS3241

-1.48

0.45

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-155498 1 1 1

CC(C)[C@H](CC(=0)N[C@]1(CCOX (=0 0

RUNG6570

-1.48

0.25

- 223 -



sprint-5-dimer-x11498-dimer-neutral
EN300-6736413 2 2 1

CID: EN300-6736413 2 2 1
Y
/ SMILES cleec2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)CO[C@H]SCCNC5=0
RUN: RUN4117
DDG (kcal/mol) -1.48
/llu
¢}
dDDG (kcal/mol) 0.19
EN300_247951—1 1.1 CID: EN300-247951 1 1 1
Y
/ SMILES C[C@H](C(=0O)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccdc3cccc4)OC
RUN: RUN3719
- DDG (kcal/mol) -1.48
/\« dDDG (kcal/mol) 0.22
EN300_122656—1 21 CID: EN300-122656 1 2 1
Y
/ SMILES cleec2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)NC(=0)[C@]5(CCSC5)0
RUN: RUN2709
DDG (kcal/mol) -1.48
HO dDDG (kcal/mol) 0.42
EN300_637424—1—1—1 CID: EN300-637424 1 1 1
NN
Z SMILES: e oo
N e N
N," RUN: RUNA4870
0
DDG (kcal/mol) -1.48
dDDG (kcal/mol):
- 224 -

0.26




sprint-5-dimer-x11498-dimer-neutral

EDJ-MED-e4b030d8-4 1

CID: EDJ-MED-e4b030d8-4_1
Y
/ SM I L ES clecc2ce(cl)ence2NC(=0)[C@@H]3CCOc4c3cc(cc40C5COC5)Cl
HN (e}
RUN: RUN278
o DDG (kcal/mol): -1.48
(e]
\C\O dDDG (kcal/mol): 0.18
ED_—GRI-5b13fbe2-60_2 CID: ED_-GRI-5b13fbe2-60_2
H,N*
\N SM I L ES: clecc2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cec(ced)Cl)OCCn5ce6e(n5)CC[C@H](CB)[NH3+]
2
71
N o N RUN: RUN1450
o DDG (kcal/mol): -1.47
(o)
dDDG (kcal/mol): 0.35
EN300_39005—1—1—1 CID: EN300-39005 1 1 1
Y
/ SMILES: CN(CC(=0)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3encedc3eceed)C(=0)0C
HN © RUN: RUN7682
o N DDG (kcal/mol): -1.47
e
-~ \ o} o) dDDG (kcal/mol): 0.25
MAK-UN K—83e0a0b4—4_1_1 CID: MAK-UNK-83e0a0b4-4 1 1
NN
/ SM I L ES CCCCclece2¢(cl)[C@@H](CCO2)C(=0)N(CCNC3C[NH2+]C3)c4cnceSedccecs
HzN{j\
N 0 RUN: RUN4271
DDG (kcal/mol): -1.47
o dDDG (kcal/mol):

- 225 -
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sprint-5-dimer-x11498-dimer-neutral

EN300-299532 3 2 1
Y

NN

/
HN O
< H
CA
o 2 N
»‘NP(
— H (0] (@]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-299532 3 2 1

CC(C)([C@H](C(=O)NCC[C@]1(CCO 1)C(=0; 0)0

RUNS5628

-1.47

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-104029 1 2 1

RUNS033

-1.47

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-783124 2 4 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOcAc3ce(ced)CCNC(=0)[C@H]([C@HISCCOCE)F

RUNG6837

-1.47

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-2958082_1 1 1

CIC@H](C(=0)N[C@]1(CCO (=0 (=OINC

RUN4590

-1.46

0.27

- 226 -



sprint-5-dimer-x11498-dimer-neutral

EN300-6493972 3 1 1

NN
P/

HN O

HO
,'0 H [T
N
(N} 1)
HV o
(6]

EN300-79588 3 1 1

NN
P/

HN O

/'lo
o O
T}
N < h/\/ J

"
(6]

EN300-38979 3 1 1
AN
Z

HN (o}

H lllo
N

EN300-6745453 3 2 1

Y
2
HN O
N/N\ H /'.Oo
\\’N "'«
(o]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6493972 3 1 1

RUNG6676

-1.46

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-79588 3 1 1

clccc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(cc)Cl)CCOCCCS(=0)(=0)N

RUN4079

-1.46

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-38979 3 1 1

clcce2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)CCNC(=0)Cn5cencs

RUNS333

-1.46

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6745453 3 2 1

cleee2c(c1)encc2NC(=0)[C@@]3(CCOc4c3ec(ced)Cl)CCNC(=0)[C@H]5Cc6nnen6C5

RUN3047

-1.46

0.37

- 227 -



sprint-5-dimer-x11498-dimer-neutral

EN300-704025 3 1 1

EN300-704025_3_1 1

COC1(CS(=0)(=0)C1)C(=0)NCCIC@]2(CCOC3c2cc(ce3)CIC(=0)Nedence5edceees

RUN4932

-1.46

0.42

CID:
NN
P SMILES:
HN o]
RUN:
\ e
o 4 S DDG (kcal/mol):
os ﬁ ©
u © dDDG (kcal/mol):
EN300-151461 1 2 1 .
Y
Z SMILES:

(@)

HN ¢} RUN:
;\1 ¥ DDG (kcal/mol):
HN\—N>\«
H o 0 dDDG (kcal/mol):

EN300-151461 1 2 1

clcee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)CIINC(=0)c5en(nn5)[C@H]I6CCOCE

RUNS580

-1.46

0.23

EN300-1700760 1 1 1
ANV
Z

HN ¢} RUN:
o ¥ DDG (kcal/mol):
N
o 0 dDDG (kcal/mol):

SMILES:

CID:

EN300-1700760_1 1 1

clcee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)CI)NC(=0)C5CCE(C5)CC(=0)N6

RUN3176

-1.46

0.22

EN300-1706036_1 1 1

SMILES:
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

CID:

EN300-1706036_1 1 1

clece2e(c1)ence2NC(=0)[C@@13(CCOc4c3ec(cod)C)OCIC@@H]SC(=0)NCCOS

RUN7796

-1.46

0.28
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sprint-5-dimer-x11498-dimer-neutral

EN300-201553 3 1 1

NN
A

HN

H cho.
/”’3\ OP(O

EN300-7461023 2 1 1
N

EN300-50631 1 1 1

Y
~Z

HN (o]
H
16) N
"
N
/ " o} (0]
(©]

EN300-120569 1 1 1
Y

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-201553 3_1 1

Cnlcc(cn1)OCC(=0)NCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedence5edccecs

RUN4577

-1.46

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7461023 2 1 1

clece2e(cl)encc2NC(=0)[C@@]3(CCOc4c3ec(ce4)Cl)CCC(=0)NSCC(C5)N(=0)=0

RUN7641

-1.45

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-50631 1 1 1

CN(C)S(=0)(=0)CCC(=0)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3encedc3ceecd

RUN4999

-1.45

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-120569 1 1 1

clccc2e(cl)encc2NC(=0)[C@@]3(CCO )NC(=0)c5cn(nn5)CCCCH#N

RUNS5834

-1.45

0.30
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sprint-5-dimer-x11498-dimer-neutral

EN300-310022 1 1 1

N
2

i

EN300-6764836_3 2 1

NN
A

HN O

H loo
HO N
0y

HO ©

JAG-UCB-706446eb-2_1

AN
~Z

HN (©]

(0]
»\/'llo
N

EN300-7430165 1 1 1

"
s

» O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-310022_1 1 1

RUNG6196

-1.45

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

elece2e(c1)ence2NC(=0)[C@@J3(CCOeAC3ee(ced)CIICONC(=

EN300-6764836_3 2 1

RUNS5964

-1.45

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JAG-UCB-706446eb-2_1

CCCNC(=0)CC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccdc3ccecd

RUNS72

-1.44

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7430165 1 1 1

CS(=0)(=0)CC1CC(C1NC(=0)C[C@]2(CCOe3c2cc(ce3)ClC(=0)Nedenceedccces

RUN7421

-1.44

0.32
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sprint-5-dimer-x11498-dimer-neutral
EN300-332606 3 1 1

HN © RUN:
O
o H [ ITH
N-._/
O
O

EN300-157776_1 1 1

NN
/
HN o
-
-
-
7\

I
\\/N
&~ )
HO ‘\\ O

EN300-657320 4 1 1

NN

O

%

HN

EN300-87528 3 1 1

Y

Z

HN 0
H oo
o N
LH o
HaN o

-231 -

CID: EN300-332606_3 1 1
SMILES: C160625(C1EEE2NC(-O)C@@IB(CCOcACAGC(EcA)CICINC(-OJC@HISCCC(=0)05
RUN5065
DDG (kcal/mol): -1.44
dDDG (kcal/mol): 0.23
CID: EN300-157776_1 1 1
SMILES: CIC@OHILCN(CIC@@HIOICOC(=O)CICEIZ(CCO )0
RUN: RUN4101
DDG (kcal/mol): -1.44
dDDG (kcal/mol): 0.33
CID: EN300-657320 4 1 1
SMILES: CL0c026(c1)ene2NC(-O)C@@IICCORAIIC(EAIC)CCONC(=0)C@@HISCSCT(=ONS
RUN: RUNG6901
DDG (kcal/mol): -1.44
dDDG (kcal/mol): 0.30
CID: EN300-87528 3 1 1
SMILES: CC(OIC@@HIC(=ONCEICOIL(ECORELec(ec2)CC(=OINeNCCASEcscONC(=ON
RUN: RUN5401
DDG (kcal/mol): -1.44
dDDG (kcal/mol):

0.34




sprint-5-dimer-x11498-dimer-neutral

EN300-59478 1 1 1

HN
H
N
HZNM
O

EN300-42195 1 2 1

O -

o) NH HN
X N\
: s

O

EN300-21303 3 1 1
Y
Z

/%%
EN300-248888 3 1 1

ANY
s
HO fe) ©

HN (0]
H\/“..
N
/\( K

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-59478 1 1 1

clcec2c(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)NC(=0)CCCC(=0)N

RUN4330

-1.44

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-42195 1 2 1

clece2ce(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)CC(=0)NSCCC[C@H](C5)CNC(=0)N

RUNG6277

-1.44

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-21303 3 1 1

CCOCC(=0)NCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccdc3ceccd

RUN3691

-1.44

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-248888 3 1 1

C[C@@)](C=C)(C(=0)NCC[C@]1(CCO )CI)C(=0! o

RUNS887

-1.43

0.31
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sprint-5-dimer-x11498-dimer-neutral

EN300-11714 3.1 1
NN
Z

HN O

H loo
N

(@] N/\«O .
\ 4

EN300-14767 1 1 1

NN
/
o
HN o .
N
N
=
H,N
0

EDG-MED-90036822-53 2
NN
Z

HN O

I=
~
\==

AN
Z
0
HN 0 h
H
N
N \

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-11714 3 1 1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3ce(ccd)Cl)CCNC(=0)Cn5eceec5=0

RUNS548

-1.43

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-14767 1 1 1

clecc2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)CINC(=0)[C@@H]SCCCN(C5)C(=0)N

RUN2957

-1.43

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-53_2

CCnlce(nel)[C@H](C(=0)N[C@]2(CCOX 1)C(=0)

RUN1643

-1.43

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-119126 1 1 1

Cc1[nH]nc(n1)CC(=0O)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncdcnce5caccees

RUNS5276

-1.43

0.21
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PET-UNK-29afea89-1_1

NN
Z

sprint-5-dimer-x11498-dimer-neutral

CID: PET-UNK-29afea89-1 1
SMILES: CHCIC@]L(CCOc2¢1cc(cc2)Cl)C(=0)Ne3encedc3coccd
HN o RUN: RUN583
ﬂl‘é
DDG (kcal/mol): -1.43
0
dDDG (kcal/mol): 0.11
EN300_19392—2—1—1 CID: EN300-19392 2 1 1
Y
/ SM I L ES clcec2c(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)CCC(=0)NCCO
HN 0 RUN: RUNG6351
HO
1 H
N)'\/“ DDG (kcal/mol): -1.43
L)
o o dDDG (kcal/mol): 0.32
EN300_182725—1—1—1 CID: EN300-182725 1 1 1
Y
SMILES: o —
/
HN 0 RUN: RUNG6581
0
S
T \ H DDG (kcal/mol): -1.43
o)
o o dDDG (kcal/mol): 0.24
E N 300_39405—3—2—1 CID: EN300-39405 3 2 1
NN
/ S M I L ES C[C@H](C(=0)NCC[C@]1(CCOc2clce(cc2)Cl)C(=0)Nc3encedc3ccccd)S(=0)(=0)C
HN o)
RUN: RUN3620
z y VA DDG (kcal/mol): -1.43
N o
/ 6 © dDDG (kcal/mol):
-234 -

0.39




sprint-5-dimer-x11498-dimer-neutral

EDJ-MED-fcba3f31-5_1

AN
Z

HN O

/lu.

0
HO o
E

EN300-214800_1 1 1
NN

=z O=<NHJ
N 0 /,/

@)

EN300-23129 3 1 1

EN300-2010317 1 1 1

NN
Z

HN (0]
HO
H
UTH
N
H O (0]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-fcba3f31-5_1

cleec2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)COC[C@H](CO)F

RUN2402

-1.43

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-214800 1 1 1

clcec2c(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)OCCNSCCNC5=0

RUN3406

-1.43

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-23129 3 1 1

CC(=0)NCCNC(=0)COCC[C@]1(CCOc2c1ec(ce2)Cl)C(=0)Ne3encedc3ooeed

RUNS680

-1.42

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-2010317_1 1 1

RUN4370

-1.42

0.26
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sprint-5-dimer-x11498-dimer-neutral

EN300-6482296_3 7 1

AN
Z

HN (©]

ot H [ITH
H HJ
o '
(o]

o

LAU-MED-88a3970a-3_1

OH

EN300-124457 1 1 1

NN
s
N
PN
EN300-298552 1 3 1
NN
/ c—
\ (6]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6482296 3 7 1

)CCNC(=0)[C@@H]

RUNS5845

-1.42

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LAU-MED-88a3970a-3_1

clecc2c(cl)ence2NC(=0)[C@@H]3CCOc4c3cc(cc40CCCO)CI

RUN1361

-1.42

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-124457 1 1 1

CINH+](C)Celec(nol)C(=0)N[C@]2(CCOc3c2ce(ce3)Cl)C(=0)NedenceSedccees

RUNG6607

-1.42

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-298552 1 3 1

CO[C@@H]([C@H]1CCOC1)C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedencesedccecs

RUN3197

-1.42

0.29
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sprint-5-dimer-x11498-dimer-neutral

EN300-1440321 1 1 1

NN
Z

HN O

NH.
]

oz -
» 0O H
04—
(0]

EN300-85760 1 2 1
AN\
Z

HN O
H
O~
(0] (@]

EN300-113218 1 1 1

AN
Z

HN (©]
O
H
N
(0]
.
O O

EN300-686903 1 1 1

NN
Z

HN (e}
H
N
(0]
K /\(
\J (0] (e}

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1440321 1 1 1

clecc2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)CIINC(=0)C5(CCCE)S(=0)(=0)N

RUN4181

-1.41

0.38

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-85760_1 2 1

clcce2c(cl)encc2NC(=0)[C@ @]3(CCOc4c3cc(ccd)CIINC(=0)[C@H]5CCO5

RUN4189

-1.41

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-113218 1 1 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)ClINC(=0)CS[C@@H]5CCOC5=0

RUNS5023

-1.41

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-686903 1 1 1

CCCCS(=0)(=0)CC(=0)N[C@]1(CCOc2clce(cc2)Cl)C(=0)Ne3enccdc3ceecd

RUN4825

-1.41

0.34
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sprint-5-dimer-x11498-dimer-neutral

EN300-105110 1 1 1

NN
2
0
HN 0
N
N -\
\ NH

EN300-6729747 3.2 1

AN
Z
HN O
N\LN H /'.Oo
N’

EDG-MED-balac7b9-15 5
Y
=

HN O
[ Nd Al
@) O

EN300-1073320 1 2 1

NN
Z

HN o
HO H
Z N
m O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-105110 1 1 1

Cclee(n[nH]1)CC(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Necacnce5edceees

RUNG6202

-1.41

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6729747 3 2 1

Cclnnc2n1C[C@H](C2)C(=0)NCC[C@]3(CCOc4c3cc(ccd)Cl)C(=0)Ne5enceéesecect

RUN4719

-1.41

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-balac7b9-15 5

C[C@@H]1C[N@@H+](CCN1C(=0)C[C@]2(CCO 1)C(=0)

RUN2520

-1.41

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1073320_1 2 1

clecee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)CIINC(=0)[C@H](C5(CCC5)0)0

RUNS890

-1.41

0.30
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sprint-5-dimer-x11498-dimer-neutral

EN300-222357 1 1 1

ANV
S 7~ NH
4
HN ) —
o)
o)

EN300-98648 1 1 1
AN\
Z

HN (o]
o 0
/N? § (@]

EN300-19515 3 1 1

Y
P
tm) «H\/luo
EN300-12440 1 1 1
N
/

HN o
o
H
N
N
\v 5N

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-222357 1 1 1

clcec2c(cl)encc2NC(=0)[C@@]3(CCOc4c3ec(cc4)Cl)OCCe5en[nHInS

RUN4660

-1.40

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-98648_1 1 1

CN1CC[C@@H](C1=0)0[C@]2(CCOc3c2cc(ce3)Cl)C(=0)NedenceSedccees

RUN4162

-1.40

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-19515 3 1 1

clcee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)ICCNC(=0)[C@@H]5CCC(=0)NS

RUNS3801

-1.40

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-12440 1 1 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOcAc3ce(ced) CINC(=0)[C@@HISCC(=0)N(C5)C6CCH

RUN7189

-1.40

0.25
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sprint-5-dimer-x11498-dimer-neutral

RAL-THA-05e671eb-20_1

NN
P

HN (0]
(0] %
N

EN300-6482296 1 7 1

EN300-248883 1 1 1

NN
Z
o
HN o
N
H
%

M

?

CID:

SMILES: clee
RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-05e671eb-20_1

c2c(cl)cncc2NC(=0)[C@@H]3CCOc4c3cc(cc4C#N)CI
RUN1893

-1.40

0.09

CID:

SMILES:
RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6482296 1 7_1

INC(=0)[C@@H]

RUN3985

-1.40

0.27

CID:

SMILES:
RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-51257 1 1 1

C[C@@H](C(=0)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3cncedc3ccced)OC

RUN4525
-1.40

0.23

CID:

SMILES:
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

EN300-248883 1 1 1

1)C(=0

COCIC@@]1(CCOC1)C(=0)N[C@]2(CCO

RUN3150

-1.40

0.25
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sprint-5-dimer-x11498-dimer-neutral

EN300-31998 4 1 1

AN y
Z N‘ﬁ
LY

O

EN300-149975 3 1 1

NN
2

HN O
H /llo
N
(e}
HO o

EN300-31969 3 1 1

AN
Z

HN ©]

v T
bo¥

(0]
(0]

EN300-2910941 3 1 1

NN
s

HN (¢]

H /lu
N

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-31998 4 1 1

cleee2c(c1)encc2NC(=0)[C@@]3(CCOc4c3ec(ced)Cl)CCCNC(=0)c5en[nH]nS

RUNS5082

-1.40

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-149975 3 1 1

clcee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CCNC(=0)C5(CCC5)CO

RUN2933

-1.40

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-31969 3 1 1

€1ecc26(c1)encc2NC(=0)[C@@J3(CCOAC3ee(ced)C)CENC(=0)[C@@H]SCC(=0IN(C5)CTECCE

RUNS074

-1.40

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-2910941 3 1 1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CCNC(=0)Cn5ec(nn5)C(F)(F)F

RUN4544

-1.40

0.24

-241 -



sprint-5-dimer-x11498-dimer-neutral

EN300-360157 1 2 1
AN
Z

HN (@)
H
N
O
4
’
7oy O o

EN300-204419 1 1 1
AN
~Z

TR

EN300-7433125 1 1 1

ANV
~Z
L
EN300-100765 1 1 1
ANV
Z

Foly oo

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-360157_1 2 1

clece2ce(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)CIINC(=0)C[C@]5(CCOC5)0

RUN3702

-1.40

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-204419 1 1 1

C[C@@H](CO)N(C)C(=0)C[C@]1(CCOc2c1cc(cc2)Cl)C(=0)Ne3enceac3eeccd

RUN4304

-1.40

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7433125 1 1 1

RUN4907

-1.40

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-100765_1 1 1

cleec2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce)Cl)CC(=0)NSCCNB[C@@H](C5)CNC6=0

RUNG6057

-1.40

0.28
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sprint-5-dimer-x11498-dimer-neutral

EN300-130825 3 1 1

Y
s
HN O
O
N/ H I'..o
O.'«
(o]

(0]

EN300-216063 2 1 1
NN
Z

s
/\( /llu

EN300-53423 3 2 1

NN
P/

HN (©]

Y
DO~

MAK-UNK-c749d764-6_3
Y

Z
HN\?O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-130825 3 1 1

CN1[C@@H](CCC1=0)C(=0)NCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedcncesedccees

RUNS5429

-1.39

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-216063 2 1 1

CN(C)C(=0)COC[C@]1(CCOc2clce(cc2)Cl)C(=0)Nc3enccdc3ccccd

RUN4890

-1.39

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-53423 3 2 1

clcce2e(cl)ence2NC(=0)[C@ @]3(CCOc4c3cc(ccd)Cl)CCNC(=0)[C@H]5CCOCS

RUNS779

-1.39

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-6_3

C[C@@H](C[NH2+]CCCO)[C@H](clccee(cl)Cl)C(=0)Nc2encc3c2cece3

RUNB863

-1.39

0.48
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sprint-5-dimer-x11498-dimer-neutral

DAR-DIA-0d514e7d-6_1

EN300-19242 1 1 1
NN
Z

HN O
H
N
X
O o

EN300-06654 3 1 1

EN300-212341 1 1 1
NN
Z

&\_/”\

Y e

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-6_1

C[C@H]1COc2c(cc(cc20C3CCI)Cl)[C@@H]1C(=0)Nc4cencc5edccees

RUN782

-1.39

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-19242 1 1 1

clece2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)NC(=0)CO

RUN4963

-1.39

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-06654_3 1 1

clcce2ce(c1)ence2NC(=0)[C@ @]3(CCOc4c3cc(ced)Cl)CCNC(=0)Cn5enen5

RUNS3390

-1.39

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-212341 1 1 1

Cnlcenc1COCC(=0)N[C@]2(CCOc3c2cec(ce3)Cl)C(=0)Ncacncc5edceees

RUN7343

-1.38

0.27
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sprint-5-dimer-x11498-dimer-neutral

EN300-1081277 3 1 1

NN
P/

HN O
~K
H 1T
o N‘/
(0]
(6]

MAK-UNK-83e0a0b4-2 1 1

(\ R N
H2N+\) /

N (0]
N P g

2

H,

EN300-206769 1 1 1

NN
Z

HN (0]
(0]
0
- = n!< >
61@(
(6] O

ALP-UNI-3496895b-9 1

NN
Z

HN O

\
- -
O= \
N loe,
-
N N
O O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1081277 3 1 1

CNC(=0)CCC(=O)NCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3enceac3ececd

RUN7747

-1.38

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-83€0a0b4-2_1_1

ICAC(-0)[C@@HISCCO

RUN4936

-1.38

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-206769 1 1 1

CS(=0)(=0)clece(cn1)C(=0)N[C@]2(CCOe3c2cc(ce3)CC(=0)Nedencesedecces

RUNS5150

-1.38

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-3496895b-9_1

C[N@](C1CCN(CC1)C(=0)C[C@]2(CCO: 1)C(=0] 0)(=0)C

RUN2398

-1.38

0.30
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sprint-5-dimer-x11498-dimer-neutral

DAR-DIA-9e4459de-15 2

¢ SMILES:

a\P RUN:
w DDG (kcal/mol):

é()’ dDDG (kcal/mol):

CID:

DAR-DIA-9e4459de-15_2

RUN1385

-1.38

0.32

EN300-6474220 3 1 1

NN
Z SMILES:

HN O RUN:

DDG (kcal/mol):

= '..0
N=N \/\/\«H\/
N
K/ L\ © dDDG (kcal/mol):

CID:

EN300-6474220 3 1 1

clccc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(cc)Cl)CCNC(=0)C(CCn5cennS)(F)F

RUNS385

-1.38

0.47

EDG-MED-4c68219f-1_3

CID:
Y
P SMILES:
HN o RUN:
O NH;
o 3
. DDG (kcal/mol):
o} \o

dDDG (kcal/mol):

EDG-MED-4c68219f-1_3

RUN1555

-1.37

0.41

EDG-MED-4c68219f-17 1
Y
2 SMILES:

HN o) N

//(\3 RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

EDG-MED-4c68219f-17_1

clecc2ce(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)OCe5[nH]cen5

RUN1508

-1.37

0.20
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sprint-5-dimer-x11498-dimer-neutral

EN300-300294 1 1 1

EN300-83864 2 1 1

NN
g

HN o
o
/lo
N
H
o
o
&
P \J
HN O

EN300-7429970 1 1 1
G
e

» O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-300294 1 1 1

CS(=0)(=0)C[C@H]1CCCNIC(=0)C[C@]2(CCOc3c2ce(ce3)Cl)C(=0)NedenceSedccees

RUNS5060

-1.37

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-260816_1 2 1

CN1CCIC@H](C1=0)CO[C@]2(CCOc3c2cc(ce3)CIIC(=0)Nedence5edceees

RUN4757

-1.37

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-83864_2 1 1

cleec2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)CNC(=0)C5CCC(CCE)S(=0)(=0)N

RUNS301

-1.37

0.38

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7429970 1 1 1

CS(=0)(=0)CC1CC(C1NC(=0)C[C@]2(CCOe3c2cc(ce3)ClC(=0)Nedenceedccces

RUN4725

-1.36

0.35
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sprint-5-dimer-x11498-dimer-neutral

DAR-DIA-5ff57136-2_ 1 1

CID:
Y
~Z SMILES:
(@] N (e} RUN
4, DDG (kcal/mol):
o dDDG (kcal/mol):

DAR-DIA-5ff57136-2_1 1

C[C@H]1COc2ccc(cc2[C@@H]1C(=0)N(c3cncc4c3ccec4)C(=0)C=C)Cl

RUN3807

-1.36

0.19

DAR-DIA-0d514e7d-18 1

CID:
W
& SMILES:
HN O
RUN:
4,
o DDG (kcal/mol):

*
S
E

dDDG (kcal/mol):

DAR-DIA-0d514e7d-18 1

C[C@H]1COc2c(cc(cc20C(F)(F)F)Cl[C@@H]1C(=0)Nc3cncc4c3ceccd

RUN743

-1.36

0.15

EN300-68889 1 1 1

CID:
NN
P SMILES:
HN © RUN:
H
N

o DDG (kcal/mol):
.

dDDG (kcal/mol):

EN300-68889_1 1 1

CCNC(=0)CCC(=O)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3encedc3ccecd

RUNS073

-1.36

0.27

EN300-359750 3 1 1

CID:
AN
~Z SMILES:
HN O RUN:
o
o H p LU DDG (kcal/mol):
7]
O

dDDG (kcal/mol):

EN300-359750_3_1 1

cleec2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)ICCNC(=0)[C@@H]5CCC(=0)05

RUNS514

-1.36

0.26
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sprint-5-dimer-x11498-dimer-neutral

EN300-53423 1 2 1
ANV
~Z

HN 0
H
O—KN
0 o

EN300-139167 3 2 1

NN
Z

HN (©]

Ot

EN300-113218 4 1 1

EN300-252260 1 1 1
AN\

ZT

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-53423 1 2 1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3ce(ccd)ClINC(=0)[C@H]5CCOCS

RUNS3527

-1.36

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-139167 3 2 1

clece2e(c1)ence2NC(=0)[C@@13(CCOc4c3cc(ced)C)CCOCIC@H]SCOCCOS

RUN3596

-1.36

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-113218 4 1 1

cleec2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)CCCNC(=0)CS[C@@H]5CCOC5=0

RUNS5932

-1.36

0.42

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-252260 1 1 1

COclcc(cnnl1)C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Necdcnce5edccees

RUN6341

-1.36

0.22
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sprint-5-dimer-x11498-dimer-neutral

EN300-83918 1 1 1

NN
5

HN (¢]
H
i«N
HN
(¢] o
k o
(¢]

/7

EN300-253443 3 1 1

NN
P/

HN O

N H J"“
A~

o

EN300-50561 1 2 1
Y
Z

HN ®)
(O
N—

T}
el

EN300-6734171 1 2 1

NN
Z

HN (0]
H
~ N
N
(6] (@]
(o]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-83918 1 1 1

CC(C)[C@@H](C(=0)N[C@]1(CCOc2c1ce(cc2)Cl)C(=0)Ne3encede3ccecd)NC(=0)COC

RUNS754

-1.36

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-253443 3 1 1

CCCN1C[C@@H](CC1=0)C(=0)NCC[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Neacnce5eaccees

RUN7142

-1.35

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-50561 1 2 1

Cc1nnc2n1C[C@H](CC2)C(=0)N[C@]3(CCOc4c3cc(ce4)Cl)C(=0)Ne5encebesecees

RUN3542

-1.35

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6734171 1 2 1

C[C@]1(CCC(=0)N(C1)C)C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedencesedceecs

RUNG6035

-1.35

0.28

- 250 -



sprint-5-dimer-x11498-dimer-neutral

EN300-1608590 1 1 1
Y

(0]

s

(0]

EN300-96362 1 4 1
Y
P

HN o
HO fas H
R
HN
o o
o

EN300-7457159 1 1 1

NN
Z HO
HN 0
—
\ 0
NG
0
o

EN300-2008102 1 1 1

NN
/ H
HN o) o)
OK&N o
o)

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1608590 1 1 1

clcee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)OCe5nc(on5)NECCOCCE

RUNS742

-1.35

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-96362_1 4 1

C[C@H]([C@H](C(=0)N[C@]1(CCOc2clce(cc2)Cl)C(=0)Ne3encede3ccecd)NC(=0)C5CC5)0

RUN4279

-1.35

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7457159 1 1 1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3ce(ccd)Cl)OCc5cc(on5)C6(COCE)0

RUNS3721

-1.35

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-2008102_1 1 1

RUN4221

-1.35

0.26
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sprint-5-dimer-x11498-dimer-neutral
EN300-19700 2 1 1

CID: EN300-19700 2 1 1
Y
/ SM I L ES COC(=0)COC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccdc3ceccd
HN 0 RUN: RUN4743
\ 0
o\( . DDG (kcal/mol): 1.35
o)
o dDDG (kcal/mol): 0.19
EN300_171215—1—1—1 CID: EN300-171215 1 1 1
Y
/ SM I L ES C[C@@H]1CS(=0)(=0)CCN1C(=0)C[C@]2(CCOc3c2cc(ce3)Cl)C(=0)NedenceSedceces
HN © RUN: RUN4792
o Q)
NN . DDG (kcal/mol): 135
A
> o} o) dDDG (kcal/mol): 0.37
>
EN300'95094_1_1_1 CID: EN300-95094 1 1 1
NN
/ SM I L ES clece2ce(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)NC(=0)C5CSC5
HN (o) RUN: RUN3362
3\«“ DDG (kcal/mol): -1.35
o o dDDG (kcal/mol): 0.20
EN300_96159—3—1—1 CID: EN300-96159 3 1 1
NN
/ SM I L ES: clcce2ce(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)CCNC(=0)Ce5[nH]nen5
HN o)
RUN: RUN3364
H oo
NJ DDG (kcal/mol): -1.35
N (@]
1= o
HN\%N dDDG (kcal/mol):
- 252 -

0.32




sprint-5-dimer-x11498-dimer-neutral

EN300-01527 1 2 1

NN
Z
HN (0]
O
y

JAG-UCB-706446€eb-8 1 1

AN
y/

HN (0]
HaN* '@
(0]

JAG-UCB-706446eb-5_2

Y
P/

HN O
\O
\\\ loo
N
R\
O o o
(@]

EN300-148515 1 1 1
NN

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-01527 1 2 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOcAc3ec(ced)CHOCC(=0)NC[C@H]SCCCOS

RUNS5606

-1.35

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JAG-UCB-706446eb-8_1 1

clcec2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)Cebecee(c5)C[NH3+]

RUNS393

-1.34

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JAG-UCB-706446€eb-5_2

COCCN([C@H]1CCCOC1)C(=0)C[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Neacnce5edceees

RUNG07

-1.34

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-148515 1 1 1

Cnl1c(nnn1)CN(C)C(=0)C[C@]2(CCOx 1)C(=0;

RUNS5922

-1.34

0.28
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sprint-5-dimer-x11498-dimer-neutral

ED_-GRI-5b13fbe2-69 4

Y
y

HN (©]

~\

(e} NH3

EN300-52383 1 1 1

NN
y

a}ﬁ({g

EN300-140582 3 1 1

NN
P

HN
O
<§ g
NH* lllo
N
H
F\e o)

F

EN300-211779 3.1 1

AN
s

HN (e}

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ED_-GRI-5b13fbe2-69_4

clecee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)OC[C@H]SCIC@H]5[NH3+]

RUN1453

-1.34

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-52383 1 1 1

clcce2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)C)NC(=0)CNC(=0)Cn5enens

RUNS321

-1.34

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-140582_3_1 1

RUN4029

-1.34

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-211779 3 1 1

CC(=0)N1CCC[C@H]1C(=0)NCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedence5caceees

RUN3734

-1.34

0.35
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sprint-5-dimer-x11498-dimer-neutral

EN300-817811 1 1 1

NN
Z

HN (@]
(0]
H
HN)MN
\=
N
O O

EN300-1273019 1 1 1

NN
Z

LQ«@

EN300-1299691 1 1 1

©Qg<

(gr

ALF-EVA-0b412456-2_2

NN
~ g

NH

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-817811 1 1 1

clcce2ce(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ced)CNC(=0)c5ec(=0)nH]ens.

RUN3884

-1.34

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1273019 1 1 1

CCc1[nH]c(=0)c(cn1)C(=0)N[C@]2(CCOx 1)C(=O!

RUNS506

-1.34

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1299691 1 1 1

CC(C)OC[C@@H](C(=0)N[C@]1(CCOc2c1ce(cc2)Cl)C(=0)Ne3enceac3ecced)NC(=0)C

RUNG6471

-1.34

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALF-EVA-0b412456-2_2

COclccc2ence(c2c1)NC(=0)Ce3cc(ce(c3)Cl)O[C@H]4CC(=0)N4

RUN2542

-1.34

0.36
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sprint-5-dimer-x11498-dimer-neutral

EN300-223741 3 1 1
Y
Z

HN O

NH;
]

o< =0 H VIITH
N

Y G

o

EN300-31845 1 1 1
ANV
Z

HN 0
0
N
\O/\/N
0 0

EN300-1696962 2 1 1

N
P
HN 0]
[N
/\/§O/
(@]

7\
N
NN

EN300-12247 1 1 1
Y
Z

HN (@]
N
(@]
N/\(
H o 0

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-223741 3 1 1

clecee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)ICCNC(=0)C5(CC5)S(=0)(=0)N

RUNS5121

-1.34

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-31845 1 1 1

COCCNIC[C@@H](CC1=0)C(=0)N[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Ncdcnce5edccees

RUNS832

-1.33

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1696962_2 1 1

clecc2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)COCCCn5ennn5

RUN4445

-1.33

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-12247 1 1 1

CC(C)(C)C(=0)NCC(=0)N[C@]1(CCOc2c1ce(cc2)Cl)C(=0)Ne3encedc3eceed

RUN4482

-1.33

0.27
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sprint-5-dimer-x11498-dimer-neutral

KAD-UNI-8a629¢ch0-35_1

N
~

HN o

T
o O

(¢]

HO

EN300-304662 3 1 4

NN
Z

«NL’NH\( JE@

MIC-UNK-91acba05-2 2

AN
A

HN O

EN300-120436 1 1 1
NN
Z

HN (0]
N
O
X { >j
/N\%N

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

KAD-UNI-8a629cb0-35_1

clcee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)ICCNC(=0)[C@H]5CC56CC(C6)0

RUN2018

-1.33

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-304662_3_1 4

C[C@H]INN[C@H](01)CCC(=O)NCC[C@]2(CCO! 1)C(=0;

RUN7002

-1.33

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-91acba05-2_2

CN1C[C@H](c2cc(ccc2C1=0)Cl)C(=0)Nc3cnccdc3ceccd

RUN364

-1.33

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-120436_1 1 1

Cnlcnn(c1=0)CC(=0)N[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Ncacncc5ecdccecs

RUN4359

-1.33

0.30
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sprint-5-dimer-x11498-dimer-neutral

EN300-246423 3 1 1
NN
s

HN (0]

H beo
N

EN300-316216 1 1 1

AN
2

&

N

EDG-MED-90036822-49 1

AN

./
(@)
HN (@)
»’7\.“
N
N /N/)
O

EN300-120282 2 1 1
AN\
Z

N
7
-

HN

‘.olll“\
O

7

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-246423 3 1 1

clcee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CCNC(=0)CC5(CCC5)0

RUNS773

-1.33

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-316216_1 1 1

clcce2e(c1)ence2NC(=0)[C@ @]3(CCOc4c3cc(ccd)CNC(=0)CCCn5enen5

RUNS3507

-1.32

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-49_1

clccc2e(cl)encc2NC(=0)[C@ @]3(CCOc4c3cc(ccd)CINC(=0)Cesenc[nH]5

RUN1574

-1.32

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-120282 2 1 1

Cnlcc(nn1)COC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncdcnce5c4ceees

RUNS593

-1.32

0.23
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sprint-5-dimer-x11498-dimer-neutral

EN300-63872 3 1 1

EN300-63872 3 1 1

Cnlcc(cn1)CC(=0)NCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncdcnce5cdceees

RUN4776

-1.32

0.27

CID:
NN
Z SMILES:
RUN:
HJ.O.
a DDG (kcal/mol):
7y -
'N dDDG (kcal/mol):
EN300-140582_1_2_1 o
NN
S SMILES:

RUN:

0O H
Cof
JT)
NH* ‘g DDG (kcal/mol):
F\(
dDDG (kcal/mol):

E

EN300-140582_1 2 1

clecee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)CIINC(=0)[C@H]SCOCCIN@]5CC(F)F

RUN3724

-1.32

0.33

EN300-204936 4 1 1

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

EN300-204936_4 1 1

Cric(enT)C(=0)00CCCIC@I(C00 oo
RUNG6592

-1.32

0.35

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

EN300-198515 1 2 1

C[C@H](C(=0)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3encedc3ceecd)nsenc(ns)CHN

RUN3006

-1.32

0.30
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sprint-5-dimer-x11498-dimer-neutral

EN300-51832 3 1 1
NN
Z

HN (e}
H beo
N

Ly

EN300-110012 3 1 1

NN
Z

HN (©]

/

— N\ H /'..o
T}
O

(e}

EN300-55744 3 2 1
ANV
Z

HN (@]
H.N

%o
HN H 1T
N e’

o

DAR-DIA-076fb6ea-5_ 1

RN
=

N
/\ﬂ/\©/
z

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-51832 3 1 1

Cclenn(c1)CC(=0)NCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncdcnce5cdceees

RUN4113

-1.31

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-110012 3 1 1

CC[C@@H](C(=0)NCC[C@]1(CCOc2c1ce(cc2)Cl)C(=0)Ne3enecac3cceed)[NH+|(C)C

RUN7124

-1.31

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-55744 3 2 1

CCCC[C@H](C(=0)NCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3encedc3ceccd)NC(=0)N

RUNG503

-1.31

0.51

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-076fb6ea-5_1

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

RUN1238

-1.31

0.35
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sprint-5-dimer-x11498-dimer-neutral

EN300-300217 2 1 1
NN
Z

~C

EDG-MED-971238d3-3 1
NN
Z

HN o

LI
HO

EN300-298552 3 3 1
NN
Z

HN O
0]
ln., H UTH
N
o (0]
\ (0]

EN300-108413 1 2 1
NN
Z

HN O
\O
&S
\J
N
(@]
O (0]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-300217_2 1 1

C/C=C\[C@@H](C(=0)NC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3cnceac3ceeed)O

RUN4245

-1.31

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-971238d3-3_1

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

RUN1302

-1.31

0.13

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-298552_3_3_1

CO[C@@H](C@H]1CCOC1)C(=0)NCC[C@]2(CCO )C(=0

RUNS5291

-1.31

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-108413 1 2 1

CIC@H](CC(=0)N[C@]1(CCO (=0 (=0)0C

RUN3140

-1.31

0.24
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sprint-5-dimer-x11498-dimer-neutral

EN300-151298 1 1 1

NN
2
N
o —
HN () \ /
N N=—N

S

EN300-6482296_1 3 1

EN300-6486793 1 1 1

NN
/
HN
NH,
,
Oz
~0 H
: (@]

EN300-299806 1 1 1

o
o
OH
0
~N
N

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-151298 1 1 1

cleee2c(c1)ence2NC(=0)[C@@13(CCO INC(=0

RUNS3373

-1.31

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6482296_1 3 1

RUN4219

-1.30

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6486793 1 1 1

clcee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)CI)NC(=0)C5(CCCCE)S(=0)(=0)N

RUN4095

-1.30

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-299806_1 1 1

CO[C@@]1(CCCN(C1)C(=0)CIC@]2(CCO )C(=0 o

RUN4441

-1.30

0.37
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sprint-5-dimer-x11498-dimer-neutral
EN300-310022 1 2 1

CID: EN300-310022 1 2 1
N
Z SMILES:
HN (e}
HO RUN: RUN3355
H
N
z > ' .‘(
i o o DDG (kcal/mol): -1.30
N
\ N/) dDDG (kcal/mol): 0.37
EN300_195O7—4—1—1 CID: EN300-19507_4 1 1
NN
/ SM I L ES clcec2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CCCNC(=0)C(F)F
F
F
RUN: RUN3855
o)
DDG (kcal/mol): -1.30
dDDG (kcal/mol): 0.25
EN300-220194 3 3 1 EN300-220194.3 3.1
Y
/ S M I L ES: C[C@@H]([C@H](C(=O)NCC[C@]1(CCO 1)C(=0 0)OC
HN O
RUN: RUN4521
HO n_ DDG (kcal/mol): -1.30
/7 = 0 dDDG (kcal/mol): 0.30
>
EN300_128463—1—1—1 CID: EN300-128463 1 1 1
Y
/ SM I L ES CNC(=0)CC(=0)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccdc3ceccd
HN 0 RUN: RUN3735
\ o
H\(‘(H DDG (kcal/mol): -1.30
o o dDDG (kcal/mol):
- 263 -
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sprint-5-dimer-x11498-dimer-neutral

EDG-MED-90036822-108 3
ANV

EN300-22879 1 2 1
NN
Z

HN O N

EN300-02015 1 1 1
NN
Z

HN O

EN300-50009 1 1 1
AN\
Z

HN o
H
o N
)‘N/\(
-5 H 0 o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-108_3

cleec2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)CIINC(=0)[C@@H]([C@H](CC5CC5)0)F

RUN1752

-1.30

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-22879 1 2 1

clecee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)OCC(=0)NSCCCC[C@H]5C(=0)N

RUNS967

-1.30

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-02015 1 1 1

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

RUN7334

-1.30

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-50009 1 1 1

COC(=0O)NCC(=0O)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccdc3ccecd

RUN4406

-1.29

0.21
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sprint-5-dimer-x11498-dimer-neutral

EN300-59487 1 1 1

AN
/

HN 0

0
H
N
HN
o) 0

NN
/
0
HN 0
N —
H
O\N/

NN

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-59487 1 1 1

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

RUNS3271

-1.29

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-157502_1 1 1

clece2e(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)NC(=0)CC50CCCO5

RUN4431

-1.29

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-127197 1 1 1

COclcc(on1)CC(=0)N[C@]2(CCOc3c2cc(cec3)Cl)C(=0)Necdence5edceees

RUN3342

-1.29

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1703143 1 1 1

CC(C)(C)e1nnn(n1)CC(=0)N[C@]2(CCOc3c2cc(ce3)CIIC(=0)Nedence5edceees

RUN4053

-1.29

0.35

- 265 -



sprint-5-dimer-x11498-dimer-neutral

EN300-248521 1 3 1
NN
Z

HN 0 RUN:
HO
" DDG (kcal/mol):
N
HO\\“’ 5(
o o dDDG (kcal/mol):

SMILES:

CID:

EN300-248521 1 3 1

cleec2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)CC(=0)N5C[C@@H]([C@H](C5)0)CO

RUN4655

-1.29

0.30

EDG-MED-90036822-105 1
NN
Z

HN ¢} RUN:
/\/F\«H DDG (kcal/mol):
E S\ d dDDG (kcal/mol):

SMILES:

CID:

EDG-MED-90036822-105_1

clecc2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)ClINC(=0)C(CNC5CCS)(F)F

RUN1813

-1.29

0.29

EN300-114805 1 1 1

CID:
NN
P SMILES:
O
HN 0 / RUN:
I\
N
H
VA DDG (kcal/mol):
(e}

dDDG (kcal/mol):

EN300-114805 1 1 1

Cnlc(cen1)CC(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncacncc5edceees

RUN4529

-1.29

0.24

EN300-30397 1 2 1

CID:
NN
2 SMILES:
RUN:
-
}\( DDG (kcal/mol):
N dDDG (kcal/mol):

EN300-30397_1 2 1

C[C@H](C(=0)N[C@]1(CCOc2c1cc(cc2)Cl)C(=0,

RUN3376

-1.29

0.21

- 266 -



sprint-5-dimer-x11498-dimer-neutral
EN300-18569 3 2 1

CID: EN300-18569 3 2 1
NN
/ SM I L ES C[C@H](C(=0)NCC[C@]1(CCOc2¢1ce(cc2)Cl)C(=0)Ne3enceac3ccecd)NC(=0)C
RN RUN: RUN6361
- H\/““ DDG (kcal/mol): -1.28
o < N
)‘H/\(O 0 dDDG (kcal/mol): 0.30
EN300-23214_3_1 1 CID: EN300-23214 3 1 1
NN
/ SM I L ES CCCNC(=0)[C@@H](C)NC(=0)COCC[C@]1(CCOc2¢1cc(cc2)Cl)C(=0)Ne3enceac3ccecd
HN (o]
RUN: RUN4449
1) oo
» ,°~/ DDG (kcal/mol): -1.28
(0]
N N
/\/ \ dDDG (kcal/mol): 0.49
EN300-297927_1 1 1 CID: EN300-297927 1 1 1
NN
/ SM I L ES CC(C)(C)n1nc(nn1)CC(=0)N[C@]2(CCOC3c2cc(ce3)C)C(=0)Nedencesedceees
o
HN o RUN: RUN4264
_N
i\
§N/ DDG (kcal/mol): -1.28
o)
dDDG (kcal/mol): 0.28
EN300-17381_1 2 1 CID: EN300-17381 1 2 1
Y
/ SM I L ES [C@H](C(=0)N)O[C@]1(CCOc2clce(cc2)Cl)C(=0)Nec3enccdc3ceecd
HN 0 RUN: RUN6234
0»\/0 DDG (kcal/mol): -1.28
HN z d dDDG (kcal/mol):
- 267 -
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sprint-5-dimer-x11498-dimer-neutral

MIC-UNK-cdc2493e-4_3

NN
Z

EN300-109540 1 1 1

WN
5
HN (¢}
N
N/ «
! \ o) o]

EN300-124052 1 3 1

NN
Z

HN o

HO
/,'
LITH
N
O (0]

EN300-249421 1 1 1
AN

Iz
ZT
o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-cdc2493e-4_3

clcec2e(cl)encc2NC(=0)N(c3ccee(c3)Cl)CACIC@@H]5CCC[C@H]5C4

RUN448

-1.28

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-109540_1 1 1

C[C@@H](c1en(nn1)CC(=O)N[C@]2(CCO 1)C(=0, 0

RUN4098

-1.28

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-124052_1 3 1

CIC@@HILEN(CICOMIOC=OICICaIz(Ceo )
RUNS608

-1.27

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-249421 1 1 1

C[C@@H]([C@@H]1CCC(=0)N1)C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Necacneesedccees

RUN4788

-1.27

0.27
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sprint-5-dimer-x11498-dimer-neutral

EN300-863933 1 2 1
AN
~Z

o %@

EN300-211403 1 1 1

AN
P/

Star

W\

EN300-1724086_1 4 1
AN

o
[J
(J
2

RAL-THA-1d44ff04-2_1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-863933 1 2 1

CIC@HI(C(=0)N[C@]1(CCO (=0 )C(=0)C

RUN3534

-1.27

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-211403_1 1 1

CN(C(=0)C[C@]1(CCOc2clce(ce2)CNC(=0)Ne3encedcdecced)C5(CC)CO

RUN7698

-1.27

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1724086_1 4 1

C[C@H]1C[C@H](CN(C1)C(=0)C[C@]2(CCO IC(=0 (=O)N

RUN3731

-1.27

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-1d44ff04-2_1

clccc2ce(cl)encc2NC(=0)Ce3cc(cc(c3)Cl)OCc4[nH]ncn4

RUN394

-1.27

0.33

- 269 -



sprint-5-dimer-x11498-dimer-neutral
EN300-188356_1_2 1

EN300-188356_1 2 1 .
NN
/ SM I L ES: clcce2c(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)NC(=0)[C@]5(CCOCE)F
HN 0 RUN: RUN3811
(e}
H DDG (kcal/mol): -1.27
W K dDDG (kcal/mol): 031
EN300_248526—3—1—1 CID: EN300-248526 3 1 1
NN
/ SM I L ES cleee(cel)[C@@)(COCC[C@]2(CCO 1)C(=0! (=O)N)O
HN 0
RUN: RUN3881
oS DDG (kcal/mol): 127
HO 44
o
H.N 5 dDDG (kcal/mol): 0.39
CID: DAR-DIA-9e4459de-11 3

DAR-DIA-9e4459de-11 3
SMILES:
RUN1375

© HN‘O
10 RUN:
-1.27

DDG (kcal/mol):
0.39

dDDG (kcal/mol):

EN300'31969_1_1_1 CID: EN300-31969 1 1 1
NN
/ S M I L ES: cle (c1)encc2NC(=0)[C@@]3(CCOc4c3ee(ccd)CINC(=0)[C@@H]SCC(=0)N(C5)CCBCCE
RUN: RUN7007
-1.27

HN o]
o)
H DDG (kcal/mol):
A
o o dDDG (kcal/mol): 0.28

- 270 -



sprint-5-dimer-x11498-dimer-neutral

EN300-19700 3 1 1
AN\
Z

HN O

o UUTH
h~
O

EDG-MED-balac7b9-28 3
Y
=

\O

HO HN 0

L
O

EN300-133058 2 1 1

NN

Y

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-19700_3 1_1

COC(=0)COCC[C@]1(CCOc2clce(cc2)Cl)C(=0)Nc3enceac3ceccd

RUN3957

-1.27

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-balac7b9-28 3

C[N@@H+](CCO)C1CCN(CC1)C(=0)C[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedcneesedccecs

RUN2570

-1.26

0.66

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-133058_2 1_1

cleee2c(c1)encc2NC(=0)[C@@]3(CCO )CNC(=0;

RUN4716

-1.26

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-48861 1 1 1

CNC(=0)C[n+]1cc(c[nH]1)NC(=0)CO[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedence5eaccees

RUNS705

-1.26

0.29
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sprint-5-dimer-x11498-dimer-neutral

EN300-305282 3 2 1
NN
Z

HN ®]

\

Va

LIS
1& H'-J”‘
O"’-"-‘s: K

\‘ (o]
EN300-173562_1 4 1
ANV
Z

~
~
s
loes
1 N
HoW™
0 o

EDJ-MED-fcba3f31-11 1
Y

CHO-MSK-a3lcca7/7-1_1

NN
s

HN e]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-305282_3 2 1

COC[C@H](C(=0)NCC[C@]1(CCOc2clce(cc2)Cl)C(=0)Ne3encedc3ecec4)OC

RUN4541

-1.26

0.42

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-173562_1 4 1

C[C@H]1C[C@H](CN1C(=0)C[C@]2(CCO 1)C(=0; o)

RUNS677

-1.26

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-fcba3f31-11_1

clece2c(c1)ence2NC(=0)[C@@]3(CCO4c3cec(ced)CCOCIC@@H]SCIC@@H](CO5)CO

RUN2366

-1.26

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CHO-MSK-a31cca77-1_1

clceec2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)CC(=0)Ne5nnco5

RUN2031

-1.26

0.21

-272 -



sprint-5-dimer-x11498-dimer-neutral

EN300-11934 3 1 1
NN
Z

HN (e}

loo

EN300-30768 3 4 1
N
Z

HN O

H lllo
(a
(e}
~ H [¢]
'lloq

EN300-30397 1 2 1
NN
s

B

EN300-143449 2 1 1

NN
Z

l i

HN o}

(o)
/lu
(o] N
\kl\/\)‘H
7

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-11934 3 1 1

clcce2c(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CCNC(=0)CNSCCCC5=0

RUN4770

-1.26

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-30768_3 4 1

C[C@H]1C[C@H]1C(=0)NCC(=0)NCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedcncesedccees

RUNG6496

-1.26

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-30397 1 2 1

C[C@H](C(=0)N[C@]1(CCOx )CIC(=0,

RUN4615

-1.26

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-143449 2 1 1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CNC(=0)CCCN(=0)=0

RUNS5160

-1.26

0.26
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sprint-5-dimer-x11498-dimer-neutral

EN300-310022 1 3 1

Y
e
G
EN300-6486855 3 1 1
AN
2

H\/".
\

N
/ o]
N\\N\

EN300-6729572 3 2 1

NN
Z

HN (©]

OH

H [ITH
N

EDG-MED-90036822-95 1

NN

Iz

N*
H.

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-310022_1_3 1

RUN4275

-1.26

0.38

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6486855 3 1 1

Cnlc(cnn1)CC(=0)NCC[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Ncdencc5edccees

RUNS5021

-1.26

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6729572_3 2 1

RUNS5048

-1.26

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-95_1

clece2c(c1)ence2NC(=0)[C@@]3(CCOcAc3ce(ced)CINC(=0)[C@@H](CSCCINH2+ICCE)F

RUN1669

-1.26

0.30
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sprint-5-dimer-x11498-dimer-neutral

EN300-203293 1 2 1

EN300-6742996 1 1 1

NN
Z

HN O

[T

N\
X
/

EN300-315854 1 2 1

AN
Z

HN (@]
H
O N
HN 0 o

EN300-706065 1 1 1

AN
Z

HN o)
o)
F H
N
OH
F o) o)

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-203293 1 2 1

clccc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)OC[C@H]SCNC(=0)05

RUN6620

-1.26

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6742996 1 1 1

COC[C@@H]1CN(CCO1)C(=0)C[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Neacnee5edceees

RUN4738

-1.25

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-315854 1 2 1

C[C@]1(CCNC(=0)C1)C(=0)N[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Ncdcnce5edceees

RUNS5066

-1.25

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-706065 1 1 1

clcec2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)ClNC(=0)C(C5(CCOCCS)0)(F)F

RUN4503

-1.25

0.28
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sprint-5-dimer-x11498-dimer-neutral

EN300-315792 3 1 1

AN
s SMILES:

HN O

RUN:

\/“ DDG (kcal/mol):
o (0]
Fs(‘ o

dDDG (kcal/mol):

CID:

EN300-315792 3 1 1

clcce2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CCNC(=0)COCC(F)F

RUN4646

-1.25

0.28

EN300-98648 2 1 1
ANV
Z

HN () RUN:
o
\N DDG (kcal/mol):
/llu
o}
o dDDG (kcal/mol):

SMILES:

CID:

EN300-98648 2 1 1

CNICC[C@@H](C1=0)0C[C@]2(CCOc3c2cc(ced)ClC(=0)NedenceSedccoes

RUN3693

-1.25

0.21

ED_-GRI-5b13fbe2-41_1

CID:
NN
A SMILES:
HN 0 RUN:

F
o <
\/\’ DDG (kcal/mol):
NH;

dDDG (kcal/mol):

ED_-GRI-5b13fbe2-41_1

clcce2ce(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ced)ClOC[C@@H](C[NH3+])F

RUN1435

-1.25

0.45

EN300-207873 3 1 1
NN
b/ SMILES:

HN o}
RUN:

q_ DDG (kcal/mol):

HO o
o) dDDG (kcal/mol):

CID:

EN300-207873 3 1 1

clccc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(cc)Cl)CCNC(=0)CC5(CC5)0

RUNG6695

-1.25

0.26
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sprint-5-dimer-x11498-dimer-neutral

EN300-19542 1 2 1
NN
Z

HN O

ALF-EVA-0b412456-1 1
NN
e
EN300-1915260 3 1 1

NN
Z

HN (0]

HO I
- O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-19542 1 2 1

C[C@H](C(=O)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccdc3ccecd)O

RUNS5118

-1.25

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1265949 3 2 1

CIC@H](C(=0)N1CCS(=0)(=0)CC1)OCCIC@]2(CCO )C(=0

RUNS504

-1.25

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALF-EVA-0b412456-1_1

clcc2ence(c2cc1CI)NC(=0)Ce3cec(ce(c3)Cl)O[C@@H]4CC(=0)N4

RUN2535

-1.25

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1915260 3 1 1

COC[C@@H](COCC[C@]1(CCOc2clce(cc2)Cl)C(=0)Nec3encc4c3ccecd)O

RUN4908

-1.25

0.43
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EN300-12247 3.1 1

sprint-5-dimer-x11498-dimer-neutral

CID: EN300-12247_3 1 1
NN
/ SM I L ES CC(C)(C)C(=0)NCC(=0)NCC[C@]1(CCOc2clcc(ce2)Cl)C(=0)Ne3enccdc3ecced
HN o
RUN: RUN6994
loo
o HJ DDG (kcal/mol): -1.25
7~ !
H o
dDDG (kcal/mol): 0.27
EN300_47657—1—2—1 CID: EN300-47657_1 2 1
Y
N
/ N SM I L ES C[C@H](C(=0)N(C)C)NC(=0)CO[C@]1(CCOc2c1cc(cc2)Cl)C(=0)Ne3enceac3ecced
) \
HN O N
s RUN: RUN4367
o (0]
DDG (kcal/mol): -1.24
o
dDDG (kcal/mol): 0.33
EN300'47606_3_2_1 CID: EN300-47606_3 2 1
NN
/ S M I L ES: (c1)encc2NC(=0)[C@@]3(CCOc4c3ec(ced)Cl)ICCOCC(=0)NC[C@HISCCS(=0)(=0)Cs
HN o
RUN: RUN5974
o o l e
Q,\ﬁ“ ° DDG (kcal/mol): -1.24
LN dDDG (kcal/mol): 0.35
EN300'18569_1_2_1 CID: EN300-18569 1 2 1
NN
/ SM I L ES: C[C@H](C(=0)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3cnceac3ceccd)NC(=0)C
HN o] RUN: RUN3843
- H DDG (kcal/mol): -1.24
)‘H > K dDDG (kcal/mol):
- 278 -
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sprint-5-dimer-x11498-dimer-neutral

EN300-7464289 1 2 1
NN
Z

HN o)
~o»+(
F o) o)

MIC-UNK-cdc2493e-8 4
NN
Z

O NH

o

Tl

EDG-MED-90036822-56_1

AN
Z

EN300-6477207 1 1 1

EN300-7464289 1 2 1

CID:
SMILES: CLC@IC(ONIC@II(CCO2ecn(ee2IC)C(-ONSencodcccecd)(C(=OJO0)F
RUN: RUN3541
DDG (kcal/mol): -1.24
0.24

dDDG (kcal/mol):

CID:

SMILES:
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-cdc2493e-8_4

clecc2e(cl)ence2NC(=0)N(c3ccee(c3)Cl[C@HJ4CC[C@H]5CCCC[C@@H]5C4

RUN458
-1.24

0.53

CID:
SMILES:
RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-56_1

clecc2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)NC(=0)CCHN

RUN1571

-1.24

0.15

EN300-6477207_1 1 1

CID:
SMILES: - e
RUN: RUN5312
DDG (kcal/mol): -1.24
dDDG (kcal/mol): 0.45

- 279 -



sprint-5-dimer-x11498-dimer-neutral

EN300-211482 3 1 1

NN
Z

HN O

o J'l.o
O
\N»\( °
H

EN300-138787 1 1 1
Y
Z

HN o
H
Oj\«o o
o)

EDG-MED-90036822-94 7

NN
y
HN O
= A
3

\) -
& -
) OH

EN300-246992 1 1 1
NN

Ny

Iz

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-211482 3 1 1

C[C@@H](C(=0)NC)OCC[C@]1(CCOc2clce(cc2)Cl)C(=0)Nc3encedc3ceecd

RUNS5042

-1.24

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-138787_1 1 1

COC(=0)C1(CC1)C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)IC(=0)Nedence5eaceees

RUN4165

-1.24

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-94_7

RUN1714

-1.23

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-246992 1 1 1

clcee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)CIINC(=0)C[C@@H]5CCC(=0)NCS

RUNG6915

-1.23

0.31

- 280 -



sprint-5-dimer-x11498-dimer-neutral

EN300-7457160 1 1 2

NN
2
HN ]
N/
o) H
{%

EN300-173023 1 1 1

o H [ITH
N§/
(@]

EN300-219437 3 1 1

AN

(o)

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7457160_1 1 2

RUNG6457

-1.23

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-173023_1 1 1

CC(=0)0C1(CC1)C(=0)N[C@]2(CCOe3c2cc(ce3)CC(=0)Nedencesedccoes

RUNS5028

-1.23

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-154942 3 1 1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CCNC(=0)C50CCO5

RUNS5124

-1.23

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-219437 3 1 1

Cele(ennlC)CC(=0)NCCIC@]2(CCOc3c2cc(ce3)CI)C(=0)Nedence5edceees

RUNS806

-1.23

0.29

- 281 -



sprint-5-dimer-x11498-dimer-neutral

EN300-27476_1 1 1
AN
o

HN o
H
N
L /‘«
y N
\ o) o)
N NH

Qr

EN300-216063 1 1 1

AN
2
HN o \N’
/ ;o
o}
le)

EN300-318058 1 1 1

NN
Z

HN O
HO
[ITH
N
HO (0] (6]

EN300-114894 1 1 1

NN
Z

HN O

T

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-27476_1 1 1

clcee2ce(c1)ence2NC(=0)[C@ @]3(CCOc4c3cc(ce4)Cl)NC(=0)Cn5c(=0)nbeeeeesns

RUNS5044

-1.23

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-216063 1 1 1

CN(C)C(=0)CO[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nec3enccdc3ccecd

RUN4210

-1.23

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-318058 1 1 1

RUNS5258

-1.23

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-114894 1 1 1

CC1(OCCO1)CNC(=0)C[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Neacnce5edccees

RUN7087

-1.22

0.31
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sprint-5-dimer-x11498-dimer-neutral

EN300-1273016 3 2 1

AN
P
HN O
N\/§N
N/ H\/'..'

EN300-13890 3 1 1

NN
A

HN O

H ll.o
N

O 3- « o)
L4 o
)

EN300-211482 3 1 1

NN
Z

HN O

o J'l.o
O
\N»\( °
H

EN300-6494158 3 2 1

NN
Z

HN O

""/O\/

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1273016_3 2 1

clccc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CCNC(=0)[C@H]5CCCebnSnen6

RUN4303

-1.22

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-13890 3 1 1

RUN3588

-1.22

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-211482 3 1 1

C[C@@H](C(=0)NC)OCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3encedc3ceecd

RUN4447

-1.22

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6494158 3 2 1

clecc2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)CCOCIC@H]5C[C@@H](CO5)CO

RUN4290

-1.22

0.31

- 283 -



sprint-5-dimer-x11498-dimer-neutral

EN300-7493939 1 1 1
NN

=

e

EN300-90142 1 2 1

NN
/
O
HN O
L)
CJ
H ’ﬁ—NHQ
(@]
o)

EDJ-MED-40433386-4_1
NN
Z

HN (0]
(@]
/"00
HO H
(0]

EN300-1988306_3 1 1

NN

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7493939 1 1 1

CC1(CN(CC(=0)N1)C(=0)C[C@]2(CCO 1)C(=0;

RUN4726

-1.22

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-90142 1 2 1

HI(CE)CON

RUNS3508

-1.22

0.39

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-40433386-4_1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CNC(=0)C5(CCC5)CO

RUN2357

-1.22

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1988306_3 1 1

CS(=0)(=0)CCC(=0)COCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3encedc3ceecd

RUN4644

-1.22

0.43
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sprint-5-dimer-x11498-dimer-neutral

ED_-GRI-5b13fbe2-71 1
Y

EN300-65839 3 1 1

NN
2

HN o}

o
-

OJU:.
=

H:N

EN300-101443 1 1 1
ANV
Z

HN (0]
O%H
N
HO e} o)

EDG-MED-90036822-22_2

WN
P
HN o]
H
N
HWM E; o
OI

OH

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ED_-GRI-5b13fbe2-71_1

clccc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)OC[C@@H]SC[C@H]5[NH3+]

RUN1485

-1.21

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-65839 3 1 1

CC[C@@H](C(=0)N)OCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3enceac3ececd

RUN3007

-1.21

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-101443 1 1 1

clecc2ce(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)CI)NC(=0)C5(COC5)0

RUN3823

-1.21

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-22_2

CIC@)(CCC(=0)N[C@]1(CCO (=0

[NH3+))0CCO

RUN1625

-1.21

0.50
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sprint-5-dimer-x11498-dimer-neutral

EN300-248888 1 2 1

g\ 5

N

O H

N

£

EN300-182124 1 1 1

NN
Z

H
HN

H
ﬂ\«r\l

—0 o

£
{o

EN300-62166_1 2 1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-248888 1 2 1

C[C@](C=C)(C(=0O)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enceac3ececd)O

RUN7383

-1.21

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-182124 1 1 1

COC1(CC1)C(=0O)N[C@]2(CCOc3c2cc(cec3)Cl)C(=0)Ncdence5eaceecs

RUNS5348

-1.21

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-62166_1 2 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOcAc3ee(ced)C)CC(=0)NSCCCCIC@HISCNC(=0)N

RUNS5981

-1.21

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-378044 3 2 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cec(ced)C)CCNC(=0)[C@HISCC=CCO5

RUN4363

-1.21

0.25
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sprint-5-dimer-x11498-dimer-neutral

EN300-18561 3 1 1
Y
Z

HN (0]

H\/“..

o N

)‘N/\( ©
H )

EN300-131093 4 1 1
AN\

DAR-DIA-23e5a6a0-10 1

\N
/
HN o
o
Rk

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-18561 3 1 1

CC(=0)NCC(=0)NCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3encedc3ccecd

RUN4947

-1.20

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-131093 4 1 1

C[C@@H](C(=O)NCC(=0)C)OCCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3enccdc3ceecd

RUNS5281

-1.20

0.42

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-23e5a6a0-10_1

clcec2e(c1)ence2NC(=0)[C@@H]3CCOc4c3cc(cc4C[C@@H]5CCH([NH2+]5)CC6)Cl

RUN346

-1.20

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6494158 1 1 1

clece2e(cl)ence2NC(=0)[C@@13(CCOc4c3cc(ced)COCIC@@HISCIC@@H](COS)CO

RUN4621

-1.20

0.33

- 287 -



sprint-5-dimer-x11498-dimer-neutral

KAD-UNI-8a629cb0-38 2

AN
/
HN (@]
[ITH
O
o

vy ‘N o
(0]

e

EN300-46832 3 2 1

N

EN300-1722017 1 1 1

NN
Z
HN (0]
H
ﬂ‘(
N

N’\ (e] o

UN

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

KAD-UNI-8a629cb0-38_2

CIN@]1[C@@H)(CCS1(=0)=0)COCC[C@]2(CCO 1)C(=0}
RUN2048

-1.20

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-46832_3 2 1

clece2e(c1)ence2NC(=0)[C@@13(CCOc4c3cce(ced)C)CCOCC(=0)NC[C@HISCCOCS

RUNS398

-1.20

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-173020 2 1 1

C[C@@H](c1nnnn1C)NC(=0)CC[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Nedenceseaceees

RUNG6168

-1.19

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1722017 1 1 1

clcce2c(c1)ence2NC(=0)[C@ @]3(CCOc4c3cc(ce4)Cl)NC(=0)C5(CC5)néncen6

RUN4087

-1.19

0.28
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sprint-5-dimer-x11498-dimer-neutral

EN300-1662365 1 1 1

AN
2

HN O

H
N=01N ! ;j
A\N/N (6] (6]

EN300-217107 1 3.1

NN
2

o~

VLA-UCB-34f3ed0c-15_1

EN300-14458 3 1 1

Y

/
HN 0

1) o /'.Oo
\N»\( ?

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1662365_1 1 1

clece2e(e1)ence2NC(=0)[C@@I3(CCO INC(=0)[C@@H]5CCc6nenn6Cs
RUN4854

-1.19

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-217107_1 3 1

clcce2c(cl)encc2NC(=0)[C@ @]3(CCOc4c3cc(ccd)CINC(=0)[C@@H]SCC[C@H]5C(=0)N

RUN3206

-1.19

0.22

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

RUNS543

-1.19

0.46

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-14458 3 1 1

C[C@@H](C(=0)N(C)C)OCC[C@]1(CCOc2clce(cc2)Cl)C(=0)Ne3encedc3ceced

RUNS565

-1.19

0.25
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sprint-5-dimer-x11498-dimer-neutral

EN300-53423 1 1 1
ANV
~Z

HN O

o

EDJ-MED-28ec730d-2_1

NN
Z

HN o

/OJ

EN300-302290 4 1 1

EN300-1693852 1 1 1
NN
Z

HN o

F
l"
LITH
HO N
(6] O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-53423 1 1 1

cleee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)CIINC(=0)[C@@H]5CCOCs

RUN4933

-1.19

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-28ec730d-2_1

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

RUNS87

-1.19

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-302290 4 1 1

CS(=0)(=0)N1CC(C1)COCCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedence5caceees

RUNS672

-1.19

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1693852_1 1 1

cleeec2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)CC(=0)N5C[C@H]([C@@H](C5)F)CO

RUN4741

-1.19

0.25
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sprint-5-dimer-x11498-dimer-neutral

EN300-193679 2 1 1
NN

/
HN o
=\_
HN /7
o) o
F

O

RAL-THA-065e0743-2_2

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-193679 2 1 1

clece2c(c1)encc2NC(=0)[C@@]3(CCOc4c3ec(ccd)Cl)CCC(=0)NC[C@@]5(CCCOCS)0

RUNS5218

-1.19

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-66_1

clecc2ce(cl)ence2NC(=0)[C@@]3(CCOc4c3cec(ccd)Cl)NC(=0)c5en[nH]c5F

RUN1605

-1.18

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-246248_1 2 1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3ec(ccd)Cl)OC[C@H]SCCNC5=0

RUN3766

-1.18

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-065e0743-2_2

Cclc(c2ceeccc2en1)NC(=0)Ce3cc(cc(c3)Cl)O[C@H]4CC(=0)N4

RUN411

-1.18

0.40
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sprint-5-dimer-x11498-dimer-neutral

EN300-46832 3 1 1

N
~

HN (e}

ge

(_{H

]

EN300-6491682 2 1 1

NN
y/

HN O

H
N
NN )\/lu.
N
o
o

EN300-224741 3 1 1

NN
P

HN O

H N
N

~

OH

EN300-59487 3 2 1

NN
P/

HN O

[T

H
H
N N\/
o) O
O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-46832 3 1 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cec(ced)C)CCOCC(=0)NC[C@@H]SCCOCS

RUN3925

-1.18

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6491682 2 1 1

elece2e(e1)ence2NC(=0)[C@@]3(CCOcAc3ec(ced)C)CCC(=0INIC@@HISCCabe(nNHING)CS.

RUN7620

-1.18

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-224741 3 1 1

CC[C@@H](CC(=0)NCC[C@]1(CCOc2c1ce(cc2)Cl)C(=0)Ne3enccac3ccecd)O

RUNS5384

-1.18

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-59487 3 2 1

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

RUN4116

-1.18

0.25

-292 -



sprint-5-dimer-x11498-dimer-neutral

EN300-154332 1 2 1

NN
Z

EN300-19542 2 1 1
NN
~Z

HN O
(6]
/'llo
N
HO 144 H
(6]

EN300-2977549 2 1 1
NN
Z

HN o
\ 0
N

~

EN300-219437 1.1 1

NN
Z
o
HN o
N —
AN~
N

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-154332_1 2 1

clcee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CC(=0)NSCC[C@H]5CO

RUNG6552

-1.18

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-19542 2 1 1

C[C@@H](C(=0)NC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nec3enccac3ccecd)O

RUNS551

-1.18

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-2977549 2 1 1

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

RUN4591

-1.18

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-219437 1 1 1

Cclc(cnn1C)CC(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncacnce5edccees

RUNG6867

-1.18

0.31
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sprint-5-dimer-x11498-dimer-neutral

EN300-174668 1 2 1

.
O

O

EN300-316216 3 1 1

NN
P/

l/\

EN300-67302_ 1 1 1

\N
HN o
e
o
NH o

EN300-51350 1 2 1

/Z\

NN
Z
HN o
H N
/ :‘(
N
HN\/ LY o o
H

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-174668_1 2 1

CO[C@]1(CCOC1)C(=0)N[C@]2(CCOc3c2cc(ce3)CC(=0)Nedencesedecces

RUN3002

-1.17

0.38

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-316216_3_1 1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)CCNC(=0)CCCnSenens

RUNS503

-1.17

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-67302_1 1 1

Cclc(c(n[nH]1)C(=0)N)NC(=0)C[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedence5caceees

RUNG6532

-1.17

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-51350_1 2 1

cleec2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)CIINC(=0)[C@H]5CCcbnncn6Cs

RUN3451

-1.17

0.23
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sprint-5-dimer-x11498-dimer-neutral

EN300-151423 4 1 1
NN
Z

HN @]

OH

H
N
o) \\/llu

EN300-6491795 1 1 1

Y
/
HN 0
~
~
A
\ H
o N
o) 0

EN300-364679 4 1 1
NN
Z

;\1—1\ HN (0]
N§ /N\\\
N
(0]
\\/llu

EN300-18064 1 1 1
NN
Z

HN O

Ot

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-151423 4 1 1

clcee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)ICCCNC(=0)CC5(CCOCCE)0

RUN7766

-1.17

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6491795 1 1 1

C[C@@H]1C2(CC(C2)(01)CO)C(=0)N[C@]3(CCOc4c3ce(ced)Cl)C(=0)Ne5eneebeseeect

RUNS5043

-1.16

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-364679 4 1 1

clecc2ce(cl)ence2NC(=0)[C@@]3(CCOc4c3cec(cc4)Cl)CCCOCCn5cnnn5

RUN4246

-1.16

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-18064 1 1 1

clcec2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)CC(=0)NSCCOCC5

RUNG6971

-1.16

0.22
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sprint-5-dimer-x11498-dimer-neutral

EN300-88656_1 2 1
NN
Z

HN (0]
(0]
y
\ » O
> H
Q‘(N
(@) (0]

EN300-254121 1 1 1
Y
Z

OH
d
hd
-

(0]
HN (@]
N
N
N /N/)
(6]

EN300-783124 3 1 1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-88656_1 2 1

clecee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)CIINC(=0)[C@H]5CCCS5(=0)=0

RUNS3357

-1.16

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-254121 1 1 1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(cc)Cl)INC(=0)[C@@H](c5enc[nH]5)0

RUN3781

-1.16

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-783124 3 1 1

RUNS3615

-1.15

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-23223 3 1 1

CNC(=0)CNC(=0)COCC[C@]1(CCOc2¢1ec(ce2)Cl)C(=0)Ne3encedc3ccocd

RUN4819

-1.15

0.27
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sprint-5-dimer-x11498-dimer-neutral

EN300-132624 2 1 1
ANV
Z

HN (@]

/m.
B Y% e
EN300-72730 1 2 1

AN
Z

EN300-6082676_1 1 1

NN
/
HN O
-
-
-
%
(0]
Q) H
\ D N
' K<
Oé 7]
(0] O

EN300-55109 1 1 1

NN
A

HN (o]
loo
N
O O
OH

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-132624 2 1 1

CCC(=0)CNC(=0)COC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccdc3ceccd

RUNG6301

-1.15

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-72730_1 2 1

C[C@H](C#N)C(=0O)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccac3ccecd

RUNS5481

-1.15

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6082676_1 1 1

RUN4465

-1.15

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-55109 1 1 1

cleec2ce(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)CC(=0)NSCCC[C@@H]5CO

RUNS5293

-1.15

0.24
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sprint-5-dimer-x11498-dimer-neutral

EN300-1630093 1 2 1

EN300-72896 3 1 1

AN
P/

HN (©]
Ow H '@
N
y
x( :
o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1630093 1 2 1

CC(C)(C(=OINIC@IL(CCON )CC(=0) [C@I5(CCOC5)0

RUNG6613

-1.14

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-211203_1 1 1

CC(C)[C@@]1(CC(=0)NC1)C(=O)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedcneesedccees

RUN3018

-1.14

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1448603 3 2 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3ec(ced)CCCOC[C@H]SCCS(=0)(=0)C5

RUN4926

-1.14

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-72896 3 1 1

clece2ce(cl)encc2NC(=0)[C@@]3(CCOc4c3ec(ce4)Cl)CCNC(=0)[C@@H]5CCC(=0)NS

RUNS5904

-1.14

0.28
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sprint-5-dimer-x11498-dimer-neutral

EN300-94945 3 1 1

NN
P

HN (0]

EN300-128463 3 1 1

H (I
N
H
N (@]
/ )
(@]

EN300-00904 1 1 2
N
Z

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-94945 3 1 1

clcee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)CCNC(=0)[C@@H]5CCNC5=0

RUNG6884

-1.14

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-05512 2 1 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cec(ced)CCOCC(=0N[C@@HISCCS(=0)(=0)C5

RUNS5201

-1.14

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-128463 3 1 1

CNC(=0)CC(=0)NCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3encedc3ccecd

RUN3858

-1.14

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-00904_1 1 2

Celee([n+2c(n)N[C@H](N2)C(=O)N[C@]3(CCO )C(=0;

RUNS3381

-1.14

0.35

- 299 -



sprint-5-dimer-x11498-dimer-neutral

EN300-7436306_3 1 2

NN
/
HN O
(e}
H [ITH
H (¢}
O."
T Nt O

I=

EN300-188356 1 1 1
N
Z

HN o)
o)
<gH
N
F o 0

EN300-1253122 2 1 1

NN
Z

HN (©]

\~"
X

EN300-1654606 1 1 1
AN
~Z

HN O

E
-
%
N

T

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7436306_3 1 2

RUN3069

-1.13

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-188356_1 1 1

clcce2ce(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ced)CNC(=0)[C@@]5(CCOCE)F

RUNS5942

-1.13

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1253122 2 1 1

CCN(C)C(=0)COC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3encc4c3ceccd

RUN3607

-1.13

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1654606_1 1 1

clcee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3ce(ccd)CIINC(=0)[C@ @H]5C[C@@H]5F

RUNS5095

-1.13

0.17
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sprint-5-dimer-x11498-dimer-neutral

PET-UNK-cf04cb02-1_2

NN
e
EDJ-MED-d203f206-34_1

AN
ve
HN o]
\q’ : d

EN300-158260 1 1 1
NN
P

HN
HO

%, H
N

K4

N
)\ ’
O

o

(0]

EN300-7003350 1 1 1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-cf04cb02-1_2

clcecc2ce(cl)encc2NC(=0)Cce3cc(cc(c3)Cl)O[C@H]4CCINH2+]4

RUN299

-1.13

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-d203f206-34_1

clcee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)CC(=0)N[C@@H]5C[C@H]5CO

RUN2458

-1.13

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-158260_1 1 1

RUN4850

-1.13

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7003350_1 1 1

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

RUN4718

-1.13

0.20

- 301 -



sprint-5-dimer-x11498-dimer-neutral

EN300-1138792 1 1 1

N =N

G

AN
2
HN (@]
N
m
(o]

‘ (o]
EN300-123614 1 1 1

EN300-1718364 1 1 1

NN
./
HN O
H
N
1T (@) (@]
(0]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1138792 1 1 1

CnlcnnclCCC(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncacnce5edccees

RUN3216

-1.13

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-123614 1 1 1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3ce(ccd)ClINC(=0)C5(CC5)NC(=0)N

RUN3594

-1.13

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1605226_1 1 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOcAc3ce(ced)Cl)CC(=0)NSCCH(C5)CNC(=0)N6

RUN7140

-1.13

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1718364 1 1 1

CC1(CS(=0)(=0)C1)C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedcncesedccees

RUN3982

-1.13

0.29

- 302 -



sprint-5-dimer-x11498-dimer-neutral

EN300-7473354 1 1 1

NN
Z
HN o]
N

INE
H,

EN300-373476_1 2 1
ANV
Z

HN (©]
o 'O
N §
¢} O

EN300-306026_1 1 1
ANV
Z

HN 0
H
HO§< : N
o 0

EN300-259694 1 2 1
NN
Z

HN O

QT
[

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7473354 1 1 1

Cclnen(n1)CC(=0)N[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Ncdence5caceecs

RUNS780

-1.13

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-373476_1 2 1

C[C@]1(CCCS1(=0)=0)C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedenceseaceecs

RUN7520

-1.13

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-306026_1 1 1

clcec2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)NC(=0)C5CC(C5)0

RUN4203

-1.12

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-259694 1 2 1

CCO[C@]1(CCOC1)C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedencesedccees

RUNS5248

-1.12

0.35
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sprint-5-dimer-x11498-dimer-neutral

EN300-748981 3 1 1

e

NN
Z

CID:

SMILES:
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

EN300-748981 3 1 1
G010 GO AICONGLOIC HCECHis s
RUN3859
112

0.31

CID:

SMILES:
RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7444533 3 4 1
BB O-ONCCICB A CCO RSN
RUN5650
-1.12

0.36

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

dDDG (kcal/mol):

EN300-1709410 1 2 1

C[C@H]1C[C@@H](N1C(=0)C[C@]2(CCO:

1)C(=0} o

RUN4612

-1.12

0.26

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

dDDG (kcal/mol):

EN300-90225 2 1 1
R TYCOCICBI(CC0Gk20oes3)CC(=OINoAencaSedcoces
RUN3327
-1.12

0.24
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sprint-5-dimer-x11498-dimer-neutral

EN300-181938 1 1 1

NN
~Z SMILES:

HN o RUN:
H%@ DDG (kcal/mol):
%(O o dDDG (kcal/mol):

CID:

EN300-181938 1 1 1

C[C@@)(CC(=0)N[C@]1(CCOc2clcc(cc2)CI)C(=0)Ne3encededeceed)(C=C)0

RUN3699

-1.11

0.28

EN300-1725538 1 2 1

Y
~Z SMILES:

HN © RUN:
\HN+_>—3\«“ DDG (kcal/mol):
L N’ © 0 dDDG (kcal/mol):

CID:

EN300-1725538 1 2 1

Cnlcc(ncl)C[C@H](C(=O0)N[C@]2(CCO 1)C(=0; ]

RUN7008

-1.11

0.31

EN300-19700 2 1 1

EN300-19700 2 1 1

COC(=0)COC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccdc3ceccd

RUNS5245

-1.11

0.20

CID:
NN
Z SMILES:
HN ¢} RUN:
\ 0
© DDG (kcal/mol):
1T
\(o/
o dDDG (kcal/mol):
EN300-246992 1 2 1 cp.
NN
P SMILES:

o)
HN O %' RUN:
i Ny
DDG (kcal/mol):
0o o
dDDG (kcal/mol):

EN300-246992 1 2 1

cleec2ce(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)ClINC(=0)C[C@H]5CCC(=0)NCS

RUN4329

-1.11

0.22

- 305 -



sprint-5-dimer-x11498-dimer-neutral

EN300-25572_1 1 1

X o
—~

(@]
(0]

EN300-25446_1 1 1
NN
Z

EN300-68747 1 1 1

NN
P

HN O
H
N
o (6]
H:N 5

EN300-124301 3 1 1

NN
P/

Z a2

l \ HN 0
\\\\‘(H \/“EQ

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-25572 1 1 1

C[C@@H]1CN(CCO1)C(=0)CO[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedcnee5edccecs

RUN7491

-1.11

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-25446 1 1 1

clecc2ce(cl)ence2NC(=0)[C@@]3(CCOc4c3cec(ccd)Cl)NC(=0)c5enco5

RUN3051

-1.11

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-68747 1 1 1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3ce(ccd)Cl)NC(=0)C5(CCC5)C(=0)N

RUNS858

-1.11

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-124301 3 1 1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)CCNC(=0)CCCnScenns

RUN4927

-1.11

0.28
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sprint-5-dimer-x11498-dimer-neutral

EN300-300217 1 2 1
Y

=

EN300-48902 3 2 1
NN
Z

HN (o}

\ Qoo
S Yt

EN300-10170 3 2 1

Y
Z

HN 0
OH
H oo
o N
LH o
HaN o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-300217_1 2 1

CIC=C/[C@@H](C(=0)N[C@]1(CCOc2c1cc(ce2)Cl)C(=0)Ne3encedcdeceed)O

RUN4697

-1.11

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7493296 1 1 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOcAc3cec(ced)C)CC(=0)NSCIC@@HIB[C@HISCOCE

RUNG6292

-1.11

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-48902_3 2 1

CNC(=0)[C@H]1CCCN1C(=0)COCCIC@]2(CCO3e2cc(ce3)ClC(=0)Nedence5edccces

RUN7548

-1.11

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-10170 3 2 1

cleee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)ICCNC(=0)[C@H](CO)NC(=O)N

RUN4730

-1.10

0.35
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sprint-5-dimer-x11498-dimer-neutral

EN300-7494324 3 2 1
NN
Z

HN ©]

beo
HO
H HJ

EN300-93573 3 1 1

NN
P

HN O

H N
N

EN300-342226 1 1 1
Y

./
(@)
HN (@)
»’7\.“
N
N /N/)
O

EN300-173562 1 3 1
ANV
Z

HN o
d loes
N
Ho\™
0 o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7494324 3 2 1

Cele(ne[nH]1)C[C@H](C(=0)NCC[C@]2(CCO! 1)C(=0) 0

RUNG6630

-1.10

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-93573 3 1 1

CN(C)C(=0)CC(=0)NCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3encedc3ecced

RUN4238

-1.10

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-342226 1 1 1

cleec2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cec(ced)CINC(=0)Ce5enc[nH]5

RUN4605

-1.10

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-173562_1_3 1

C[C@@H]1C[C@H](CN1C(=0)C[C@]2(CCO 1)C(=0) lo]

RUN3091

-1.10

0.27

- 308 -



sprint-5-dimer-x11498-dimer-neutral

EDG-MED-90036822-73_2

NN
/
HN o)
H
N
N H
N N
- o
N+
3
o o) o)

EN300-123489 1 1 1

AN
Z

HN 0
F H
N
HO
F o) o)

EN300-45049 1 1 1

Y
/

o

O

EN300-7003350 2 1 1

Y
P

) O/luo

\/N \ ¢}

CID: EDG-MED-90036822-73_2
SMILES: -

RUN: RUN1616

DDG (kcal/mol): -1.10

dDDG (kcal/mol): 0.28

CID: EN300-123489 1 1 1
SMILES: clece2e(c1)encc2NC(=0)[C@@]3(CCOcACECe(ccd)CINC(=0)C(CO)F)F
RUN: RUN5119
DDG (kcal/mol): -1.10
dDDG (kcal/mol): 0.22
CID: EN300-45049 1 1 1
SMILES: C160e25(CEEE2NC(-O)C@IB(CCOcACGC(Ec4)CINC(=0)[C@@HISCTS(=O)=ONS
RUN: RUN4681
DDG (kcal/mol): -1.10
dDDG (kcal/mol): 0.29

CID:

SMILES:
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7003350 2 1 1
CCNC(=0)COC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccdc3ceccd
RUNG6685

-1.10

0.20

- 309 -



sprint-5-dimer-x11498-dimer-neutral
EN300-393148 1 1 1

CID: EN300-393148 1 1 1
NN
/ S M I L ES: C[N@]1[C@@H](CCS1(=0)=0)CO[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedcnee5edccecs
HN O
< \ RUN: RUNG6764
e » O
) N Y
o} o)
DDG (kcal/mol): -1.10
dDDG (kcal/mol): 0.26
EN300-69162 1 1 1 oD,
NN
Z SMILES:
N

i i

EN300-69162_1 1 1
C[C@@H](COC)C(=0)N[C@]1(CCOc2c1ce(cc2)Cl)C(=0)Ne3encedc3ceecd
H 0 RUN:
H
N
O
/ o} o}

RUN3886
DDG (kcal/mol): -1.10
dDDG (kcal/mol): 0.21
EN300-258702_3_1_1 CID: EN300-258702_3 1 1
NN
/ SM I L ES Cnlcce(n1)CC(=0)NCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Necnec5cdccees
HN 0
RUN: RUN4434
beo
i DDG (kcal/mol): 11.10
N (e}
1= 0
—N 2 dDDG (kcal/mol): 0.28
EN300-50228_1 2 1 CID: EN300-50228 1 2 1
W
/ SM I L ES clece(cel)C(=0)N[C@H](CO)C(=0)N[C@]2(CCOc3c2ce(cc3)Cl)C(=0)NedenceSeaceees
HN (0]
o ] RUN:
N
g
HN
(0] [¢]
(¢]

RUN5104
DDG (kcal/mol):
dDDG (kcal/mol):

-1.09
- 310 -
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sprint-5-dimer-x11498-dimer-neutral

EDJ-MED-fcha3f31-6_1
NN

EN300-54304 3 1 1

Y
y

HN

H\/“.
O\/\o/\(

- ’
EN300-124918 1 1 2
AN
=

(\’/

DAR-DIA-0d514e7d-4 1 1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-fcba3f31-6_1

cleee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)ICOC[C@H]SCCNC5=0

RUN2383

-1.09

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-54304_3 1 1

CCOCCOCC(=0)NCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3ence4c3ccecd

RUNG6659

-1.09

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-124918 1 1 2

CN1C(=0)N[C@H]([NH2+]1)CO[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Neacnece5edceees

RUN4058

-1.09

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-4_1_1

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

RUN4177

-1.09

0.24

- 311 -



sprint-5-dimer-x11498-dimer-neutral

EDJ-MED-fcba3f31-9 1

EN300-222969 1 1 1

NN
P/
0
HN

EN300-248178 1.1 1

Y
~Z

H o} o)

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-fcba3f31-9_1

clcee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)ICOC[C@H]SCCC(=0)NS

RUN2356

-1.09

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-8_1_1

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

RUNS721

-1.09

0.07

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-222969 1 1 1

CNIC[C@@H](OC1=0)CO[C@]2(CCOc3c2cc(ce3)Cl)C(=0)NedenceSedccees

RUN3626

-1.09

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-248178_1 1 1

Cclen[nH]c1C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncdcencc5edceees

RUNS5045

-1.09

0.21
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sprint-5-dimer-x11498-dimer-neutral

EN300-47500 2 1 1
Y
.

HN (0]

O""..

EN300-04492 1 1 1
NN
Z

HN O
O
()‘N\--"2:~
N

o

EN300-304662 3 1 1

NN
Z

HN (©]

H
N =

H
N
7] [ITH
L) ,
W, N
O
O

EN300-101373 1 1 1

NN
Z

HN O

I

7\
X

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-47500 2 1 1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)COCC(=0)NCCCnSccens

RUNS748

-1.09

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-04492 1 1 1

COCCCNC(=0)CO[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3encedc3ceccd

RUNS5646

-1.08

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-304662_3_1 1

C[C@@H]INN[C@@H](01)CCC(=0)NCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedenceseaceees

RUN7015

-1.08

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-101373_1 1 1

cleee2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)CC(=0)NSCCO[C@@H](C5)CO

RUN4333

-1.08

0.41

- 313 -



sprint-5-dimer-x11498-dimer-neutral

EN300-126389 3 1 1

NN
P/

HN O

o H l'..o
OJ\N S
H o}

EN300-222620 3 1 1

H
N

O O

EN300-208959 1 4 1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-126389 3 1 1

cleec2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)ICCNC(=0)[C@@H]5COC(=0)NS

RUNS5683

-1.08

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-222620 3 1 1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CCNC(=0)Ce5ec(cnc5)0

RUN3428

-1.08

0.43

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-219531 1 2 1

CCC[C@H](C(=O)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3enccdc3ceced)O

RUNS3259

-1.08

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-208959 1 4 1

RUNS609

-1.08

0.27
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sprint-5-dimer-x11498-dimer-neutral

EN300-1448603 3 2 1

NN
Z

HN O

leo
(0]
0% ..,/
/ (0]

’

EN300-6238494 4 1 1

v

AN
Z

HN

EN300-7003350 2 1 1

NN
Z

HN (©]

o/“"
X

EN300-246248 1 1 1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1448603 3 2 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cec(ced)CCCOC[C@H]SCCS(=0)(=0)C5

RUN3872

-1.08

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6238494 4 1 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cec(ced)C)CCCOCC(=0)[C@@H]5COCCOS

RUN4485

-1.08

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7003350 2 1 1

CCNC(=0)COC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccdc3ceccd

RUNG6714

-1.07

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-246248_1 1 1

clcee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)OC[C@@H]SCCNC5=0

RUNS5220

-1.07

0.25

- 315 -



EN300-2855057 1 2 1

sprint-5-dimer-x11498-dimer-neutral

CID: EN300-2855057_1 2 1
NN
/ SM I L ES C[C@H](C(=0)N[C@]1(CCOc2c1ce(cc2)Cl)C(=0; (=0)N5CCOCC5
AN © RUN: RUNG6274
E N (kcal/mol)
% DDG (kcal/mol): -1.07
O/\\N{«
\—/ > J
o dDDG (kcal/mol): 0.29
EN300'31553_1_1_1 CID: EN300-31553 1 1 1
Y
/ S M I L ES: clece2c(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)CI)NC(=0)CCS(=0)(=0)N
RN RUN: RUN4471
H
o N DDG (kcal/mol): -1.07
ow l/\«
\N/ ¢} o}
N dDDG (kcal/mol): 0.25
EN300'7433125_3_1_1 CID: EN300-7433125 3 1 1
ANV
/ SMILES )CCNC(=t @HISIC@@H(CE)0
AN © RUN: RUNG6768
HO,,
. H p.LIN DDG (kcal/mol): -1.07
HO” ; g “
A © dDDG (kcal/mol): 0.22
KAD-UNI '8a629Cb0'42_1 CID: KAD-UNI-8a629ch0-42_1
NN
P SMILES:
HN o RUN:
o) ‘\\H
»§ N s 10es DDG (kcal/mol):
S Wz |
H\‘s 0 o)

dDDG (kcal/mol):

RUN1966

- 316 -

-1.07

0.31




sprint-5-dimer-x11498-dimer-neutral

EN300-39151 1 1 1
ANV
~Z

EN300-6729572 1 7 1

Y
Z

HN O
H
N
“ o (6]
OH

EN300-99391 3 1 1
Y
P

HN O

H (1T
N‘/

N~ C

EDG-MED-90036822-108 2
ANV
Z

HN O
OH
H
mN
E
(0] O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-39151 1 1 1

Celeoo(c(=0)[NH]1)C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)NedenceSedccees

RUNG6097

-1.07

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6729572_1 7_1

C[C@@H]([C@H]1C[C@H]1C(=0)N[C@]2(CCO )C(=0 o

RUNS5484

-1.07

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-99391_3 1 1

clecee2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CCNC(=0)CO[C@@H]5CCOCS

RUN4035

-1.07

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-108_2

cleee2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)CIINC(=0)[C@H]([C@@H](CC5CC5)0)F

RUN1715

-1.07

0.29

- 317 -



sprint-5-dimer-x11498-dimer-neutral

EN300-265285 2 1 1

NN

A °

Y
Z
OH
0 <
HN o N
N N/
!
o

EN300-131093 3 2 1

AN
P

HN O

o loo
»\/O

. o)
{H >

(@)

EN300-141809 1 1 1
NN
Z

o)
HN ©) ygu%\
N
H
=0
w
@) )

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-265285 2 1 1

CIC@@H]1Cn2¢(ce(n2)C(=0)NCIC@]3(CCO 1)C(=0] (=0)N1

RUNS5147

-1.07

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6473273 1 2 1

Cnlc(cenl)[C@H](C(=O)N[C@]2(CCO 1)C(=0; o

RUNS5285

-1.07

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-131093 3 2 1

C[C@H](C(=0)NCC(=0)C)OCC[C@]1(CCOc2c1ce(cc2)Cl)C(=0)Ne3enceac3ccecd

RUN3058

-1.07

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-141809 1 1 1

RUNS790

-1.06

0.31

- 318 -



sprint-5-dimer-x11498-dimer-neutral
EN300-364679 2 1 1

CID: EN300-364679 2 1 1
NN
/ S M I L ES clece2c(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)COCCn5cnnn5
HN (o) RUN: RUN3246
N=\
P .
§N/ 1 /"“ DDG (kcal/mol): -1.06
o)
o dDDG (kcal/mol): 0.26
EN300_233678—1—2—1 CID: EN300-233678 1 2 1
NN
S M I L ES: C(= HJ(C5)CO)0
2
HO RUN: RUN3773
DDG (kcal/mol): -1.06
«1\OH
dDDG (kcal/mol): 0.29
EN300_305282—1—1—1 CID: EN300-305282 1 1 1
NN
/ SM I L ES COC[C@@H](C(=0)N[C@]1(CCOc2c1ce(cc2)Cl)C(=0; )oC
HN 0 RUN: RUN5979
o HH DDG (kcal/mol): -1.06
=o > K dDDG (kcal/mol): 0.42
EN300_17381—1—2—1 CID: EN300-17381 1 2 1
NN
/ S M I L ES [C@H](C(=0)N)O[C@]1(CCOc2clce(cc2)Cl)C(=0)Nec3enccdc3ceecd
HN 0 RUN: RUN5906
0»\/0 DDG (kcal/mol): -1.06
HN z d dDDG (kcal/mol):
- 319 -
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sprint-5-dimer-x11498-dimer-neutral

EN300-188356 3 2 1

Y
Z

HN o

F H oo
N
(¢]
e} O

EDJ-MED-7320d5d2-1_1

NN
e
EN300-50009 3 1 1

NN
2
HN o

E\ 5

ZT

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-188356_3_2 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cec(ced)CCCNC(=0)[C@]5(CCOCS)F

RUNS713

-1.06

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-7320d5d2-1_1

clccc2c(cl)encc2NC(=0)Ce3cec(ce(c3)Cl)O[C@@H]4CC(=0)N4

RUNS8S8

-1.06

0.44

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-50009 3 1 1

COC(=0O)NCC(=0O)NCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3encecdc3ccecd

RUN3676

-1.06

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-114082 1 1 1

clecee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)CI)NC(=0)C5(CCE)CHN

RUNS3561

-1.06

0.21

- 320 -



sprint-5-dimer-x11498-dimer-neutral

ALP-UNI-dbbfd3db-6_4

NN
2

HN O
H
N
(@) L7}
.
o o
O

EN300-198240 3 2 1
NN

NN
Z
0
HN 0
N —
H
\

EN300-80083 1 1 1
Y
.

HN (0]

Iz
(e}
e}

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-dbbfd3db-6_4

RUN2612

-1.06

0.39

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-198240 3 2 1

Cnlcc(en1)[C@H](C(=0)NCC[C@]2(CCOx 1)C(=0; ocC

RUNG6390

-1.05

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-189672 1 1 1

clccc2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)NC(=0)Ce5ecc(=0)[nH]c5

RUN3906

-1.05

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-80083_1 1 1

clcee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)CIINC(=0)[C@@H]SCCCCC(=0)NS

RUN4497

-1.05

0.30

- 321 -



sprint-5-dimer-x11498-dimer-neutral

EN300-98648 3 1 1

AN
o

HN (e]

|
EN300-247343 3 1 1
Y
Z

H 1T
N e /
HO o
(6]

EN300-120920 3 2 1

NN
2

HN ©)

/llo
(@]
>

0
©)
(e}
N
H

(0]

EN300-2977549 2 1 1

ANV
Z

HN o
\ 0
N

~

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-98648 3 1 1

CN1CC[C@@H](C1=0)OCC[C@]2(CCO 1)C(=0;

RUN4013

-1.05

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-247343 3 1 1

CC1(CC(C1)C(=0)NCCIC@]2(CCO )C(=0 o

RUN7043

-1.05

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-120920 3 2 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cec(ced)CCCO[C@HISCCC(=0)NC5=0

RUN3634

-1.05

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-2977549 2 1 1

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

RUN4642

-1.05

0.20

- 322 -



EN300-43047 1 2 1

sprint-5-dimer-x11498-dimer-neutral

CID: EN300-43047_1 2 1
NN
/ S M I L ES: CC(=0)N[C@H](CC=C)C(=0)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3encc4c3ccecd
HN O
RUN: RUN7283
-
}\« DDG (kcal/mol): -1.05
HN
o o
)to dDDG (kcal/mol): 0.28
DAR'DIA'Od514e7d'8_1 CID: DAR-DIA-0d514e7d-8_1
NN
/ SM I L ES C[C@H]1COc2ccc(cc2[C@@H]1C(=0)Nc3cenccdc3ccecd)CHN
HN o RUN: RUN745
N
%,, // DDG (kcal/mol): -1.04
o dDDG (kcal/mol): 0.07
EN300_1425677—2—2—1 CID: EN300-1425677 2 2 1
Y
/ S M I L ES: clece2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)ICNC(=0)[C@]5(CCCO5)CO
HN O
RUN: RUN6283
o / ,
' DDG (kcal/mol): -1.04
HO /z,' N ( )
o o
dDDG (kcal/mol): 0.31
EN300_1239522—1—2—1 CID: EN300-1239522 1 2 1
Y
/ SM I L ES: C[C@H](C(=0)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3encedc3ceeed)C(=0)0C
AN © RUN:
< H
< N DDG (kcal/mol):
o
/ 0 0
o}

dDDG (kcal/mol):

RUN4023

- 323 -

-1.04

0.25




sprint-5-dimer-x11498-dimer-neutral

EN300-7426520 1 1 1

NN
y/

HN (©]

H
U
o N
H o} o]
O

MIC-UNK-c66144ch-3_1

5
e

EN300-185398 2 2 1

CQ

/lu

oW

ALP-UNI-dbbfd3db-8_1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7426520 1 1 1

1cec2c(c1)encc2NC(=0)[C@@]3(CCOeAc3ce(ced)CICC(=0)NSCIC@H]ECCOC(=0)[C@HICS

RUN7240

-1.04

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-c66144cb-3_1

cleec2c(cl)encc2NC(=0)[C@@H](CCC3CCCCC3)c4ccec(c4)Cl

RUN94

-1.04

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-185398 2 2 1

C[C@H](C(C(=0)NC[C@]1(CCO 1)C(=0! o

RUNS5479

-1.04

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-dbbfd3db-8_1

clece(cel)e2nnn(n2)CC(=0)N[C@]3(CCOcAc3cc(ced)Cl)C(=0)Ne5encebeseeees

RUN2622

-1.03

0.32

- 324 -



sprint-5-dimer-x11498-dimer-neutral

EN300-68740 1 1 1
ANV
Z

HN 0
H
O»\/\«N
\/\ N © ©
H

EN300-30768 3 1 1
N
Z

HN O

H lllo
N

7C

ALP-UNI-dbbfd3db-9_1

Y
P

(/N~ ’ (0] EO

N

/
"\

EN300-188324 2 3 1
AN

=

o NH
X

HOII:

e

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-68740_1 1 1

CCCNC(=0)CCC(=0O)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3enceac3ececd

RUN7659

-1.03

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-30768_3 1 1

RUNG6012

-1.03

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-dbbfd3db-9_1

clcee2ce(c1)encc2NC(=0)[C@@]3(CCOc4c3ec(ced)CNC(=0)Cn5c(=0)c6eennbens

RUN2614

-1.03

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-188324 2 3 1

CIC@@H]1[C@)(CCO1)(CNC(=0)CCIC@]2(CCO )C(=0;

RUN7431

-1.03

0.28

- 325 -



sprint-5-dimer-x11498-dimer-neutral

EN300-239219 1 1 1

-—

N

RN
s
NmN HN o]
[~

DAR-DIA-0d514e7d-28_1 1

EN300-331593 1 1 1

EN300-6736413 1 1 1

NN
/
HN (6]
‘\
HN e}

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-239219 1 1 1

clecc2e(cl)encc2NC(=0)[C@@]3(CCO )NC(=0;

RUNG6300

-1.03

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-28_1 1

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

RUN4579

-1.03

0.10

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-331593 1 1 1

clccc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CC(=0)NC5CC(C5)CO

RUNG6352

-1.03

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6736413 1 1 1

clecc2e(el)encc2NC(=0)[C@@]3(CCOc4c3ce(ccd)Cl)O[C@@H]SCCNC5=0

RUNS5861

-1.03

0.19

- 326 -



sprint-5-dimer-x11498-dimer-neutral

EN300-10747 3 1 1

NN
2

HN o]

y e

o

EN300-42269 1 1 1
ANV
~Z

EN300-31183 3 1 1
NN
Z

HN O

EN300-52009 3 1 1

ANV
/
HN O
OH H 1T
N
o~ .
(0]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-10747 3 1 1

clccc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CCNC(=0)CN5CSCC5=0

RUN3643

-1.03

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-42269 1 1 1

clcec2c(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)NC(=0)c5enns5

RUN3649

-1.03

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-31183 3 1 1

C[C@@H](C(=0)NCC[C@]1(CCOc2clcc(ce2)Cl)C(=0)Ne3encedc3ecccd)NC(=0)COC

RUNS525

-1.03

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-52009 3 1 1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(cc)Cl)CCNC(=0)C5(CCC5)0

RUN4751

-1.02

0.25

- 327 -



sprint-5-dimer-x11498-dimer-neutral

EN300-7432415 1 2 1

NN

EN300-181492 3 2 1

Y
Z
HN o
HO H\/“"
N
2~ C

(e}

EN300-36096 3 1 1
NN
Z

HN O

S
»7C
)

EN300-7003350 4 1 1

AN
P

HN

/\/'EQ
X

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7432415 1 2 1

clece2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)ClINC(=0)[C@H]5C6(CCCB)OC(=0)N5

RUN2921

-1.02

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-181492 3 2 1

C=C[C@H](C(=0)NCC[C@]1(CCOc2clce(cc2)Cl)C(=0)Ne3enceac3ececd)O

RUN4439

-1.02

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-36096_3 1 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cec(ced)C)CCNC(=0)CNSCCCNC5=0

RUN4407

-1.02

0.39

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7003350 4 1 1

CCNC(=0)COCCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3enceac3ececd

RUN4624

-1.02

0.28
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sprint-5-dimer-x11498-dimer-neutral

MAT-POS-e9e99895-12_1

RN

EN300-325738 3.1 1

NN
P/

HN (©]

/
N ' \/""
"

(0]

EN300-304771_3 1 1

EN300-7439284 3 1 1

NN
2
HN (e}
H [N
N/oN H 4
W .
O
°<

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-e9e99895-12_1

C[C@@](c1cee(c(c1)CICl)(C(=0)Nc2ence3c2ecce3)NC(=0)CC[NH+](C)C

RUN2158

-1.02

0.47

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-325738 3 1 1

CNIICO@H|CCCCI=0)C(-OINCTIC@IZ(CCO oo
RUN4626

-1.02

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-304771 3 1 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOcAc3ec(ced)CICCNC(=0)CNSCCN(C5=0)C6CCE

RUN4828

-1.02

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7439284 3 1 1

COc1en[nH]e1C(=0)NCCIC@]2(CCOc3c2cc(ce3)CIC(=0)Nedence5edceees

RUNS583

-1.02

0.29
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sprint-5-dimer-x11498-dimer-neutral

EN300-158272 3 1 1

AN
~ SMILES:

RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

CID:

EN300-158272_3 1 1

RUNG6157

-1.02

0.32

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

EN300-158082_1 1 1

CC1(CN(C[C@@H](01)CO)C(=0)C[C@2(CCO! 1)C(=0)

RUN4860

-1.01

0.42

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

EN300-256762_1 1 1

Cele(e(=0)[nH]en1)C(=0)N[C@]2(CCOc3c2cc(ce3)CIC(=0)Nedence5edceees

RUN3254

-1.01

0.27

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

EN300-1664603 3 1 1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(cecd)Cl)CCNC(=0)CCe5een[nH]S

RUN4167

-1.01

0.24
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sprint-5-dimer-x11498-dimer-neutral
MAT-POS-8a69d52e-4_2 CID: MAT-POS-8a69d52e-4_2
AN
P SMILES: CIC@H]LCOc2ccc(cc2[C@@H]1C(=0)Ne3encedc3ccecd)Cl
HN 0 RUN: RUN288
%,, DDG (kcal/mol): -1.01
o dDDG (kcal/mol): 0.05
EN300'1253122—1—1—1 CID: EN300-1253122_1 1 1
Y
/ S M I L ES CCN(C)C(=0)CO[C@]1(CCOc2clce(cc2)Cl)C(=0)Nc3enccdc3ceecd
HN o \ / RUN: RUN5172
N
(0]
% DDG (kcal/mol): -1.01
(@]
(6]
dDDG (kcal/mol): 0.23
EDG-MED-4c68219f- 1_2 CID: EDG-MED-4c68219f-1_2
Y
~Z SMILES:
HN o RUN: RUN1513
. s S S
\/'\,NS ! DDG (kcal/mol): -1.01
O \O
dDDG (kcal/mol): 0.40
EN300'259062—1—2—1 CID: EN300-259062_1 2 1
NN
S M I L ES CNC(=0)C[C@]1(CCCN(C1)C(=0)C[C@]2(CCOx 1)C(=0]} 0
Z 7
o RUN: RUN3631
“\OH
DDG (kcal/mol): -1.01
dDDG (kcal/mol) 0.34
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sprint-5-dimer-x11498-dimer-neutral

EN300-83864 1 1 1
NN
Z

HN (@]
(@]
U
O
(6] O

ALP-POS-5bb456a5-3_2

NN
Z

HN (@]

H - h{,
ol %@ i
\N N
H
@) @)

EN300-6238494 3 1 1

NN
b

HN (o)

/\O)\/o Jlu
/’
EN300-96037 1 1 1

NN
Z

HN o
HO
loes
. N
HOV
0 o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-83864_1 1 1

clecc2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)ClINC(=0)C5CCC(CC5)S(=0)(=0)N

RUN3212

-1.01

0.38

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-5bb456a5-3_2

Cn1c(nnn1)C2=CCN(CC2)C(=0)C[C@]3(CCOc4c3cc(ccd)Cl)C(=0)Ne5enccbe5eccct

RUN2269

-1.01

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6238494 3 1 1

clcee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)ICCOCC(=0)[C@@H]5COCCO5

RUNS381

-1.01

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-96037_1 1 1

clcee2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)CC(=0)NSC[C@@H]([C@H](C5)0)0

RUNS5696

-1.01

0.26
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sprint-5-dimer-x11498-dimer-neutral

EN300-1708848 1 1 1
AN
s

ortas

EN300-7183657 1 1 1
NN
Z

HN O
HO H
: <; N
O (0]

EN300-207765_1 1 1

NN
Z
0
HN 0
N/
N
H

EN300-817811 1 1 1
NN
Z

HN (@]
(0]
H
HN)MN
\=
N
O O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1708848 1 1 1

C[C@@H]([C@@H]1CN(CCO1)C(=0)C[C@]2(CCO 1)C(=0; o]

RUN4080

-1.00

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7183657_1 1 1

CC1(CC(C1)C(=0)N[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Ncacncc5edccec5)0

RUN4092

-1.00

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-207765_1 1 1

CN1[C@@H](CCC1=0)CC(=0)N[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Ncdenceseaceecs

RUNS5439

-1.00

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-817811 1 1 1

clcce2ce(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ced)CNC(=0)c5ec(=0)nH]ens.

RUNS538

-1.00

0.21
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sprint-5-dimer-x11498-dimer-neutral

EN300-6779469 1 1 1

EN300-216673 1 1 1
Y
Z

\

HN o N ey

2%

o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6779469 1 1 1

RUNS975

-1.00

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-fcba3f31-12_1

clcce2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)COCe5N[nH]c(=0)s5

RUN2387

-1.00

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-d203f206-20_1

clecc2ce(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)CC(=0)Ne5nenen5

RUN2385

-1.00

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-216673_1 1 1

Cnlc(cnn1)CO[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nc4dcncc5cdccees

RUNS326

-1.00

0.23
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sprint-5-dimer-x11498-dimer-neutral

EN300-207959 1 2 1

X
IRey

DAR-DIA-0d514e7d-6_1 1
NN
g
EN300-76841 3 2 1

NN
Z
HN

H [ITH
N‘/

-
- o
HO

EN300-177118 1 2 1

NN
y/
HN
N N
O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-207959 1 2 1

C[C@]1(CCNC1=0)C(=0)N[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Neacnce5eaccees

RUN3749

-1.00

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-6_1_1

C[C@H]1COc2¢(cc(cc20C3CCI)Cl)[C@@H]1C(=0)Nc4cencc5edccees

RUN4430

-1.00

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-76841 3 2 1

C[C@](COC)(C(=0)NCC[C@]1(CCO 1)C(=0 e}

RUNG008

-1.00

0.41

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-177118_1 2 1

C[C@]1(CCC(=0)N1)C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedcnee5edccecs

RUN4899

-1.00

0.23
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sprint-5-dimer-x11498-dimer-neutral

EN300-11195 2 1 1
ANV
~Z

O

DAR-DIA-23e5a6a0-2_2

WIN
s

o

o

HN (¢]

o
N*% !
H,

EN300-132963 1 1 1
AN\
~Z

HN O
H
N
OM
\ (@] (@)

EN300-91609 1 4 1
NN
Z

HN (O]

H
0\\H
fe) 1T
-/
(@) (0]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-11195 2 1 1

clcee2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)COCC(=0)N5CCC5

RUN4896

-0.99

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-23e5a6a0-2_2

clcee2c(c1)ence2NC(=0)[C@@H]3CCOc4c3cc(cc40[C@H]SCCH([NH2+]5)CCCB)CI

RUN412

-0.99

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-132963 1 1 1

CNC@@HI(CCCI=0)C(-ONIC@I(CCO oo
RUN7580

-0.99

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-91609 1 4 1

clcec2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)CC(=0)NSCCO[C@H]6[C@H]5C6

RUN4470

-0.99

0.29
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sprint-5-dimer-x11498-dimer-neutral

EN300-92605 1 1 1
AN
~Z
\

N

HN 0 RUN:
v
%, .
‘ H DDG (kcal/mol):
HN
I:H dDDG (k :
0 o (kcal/mol):

SMILES:

CID:

EN300-92605_1 1 1

RUN4196

-0.99

0.40

EN300-132624 3 1 1

NN
P SMILES:

RUN:

DDG (kcal/mol):

/\(\ dDDG (kcal/mol):

CID:

EN300-132624_3 1 1

CCC(=0)CNC(=0)COCCC@]1(CCOc2¢1ee(ce2)Cl)C(=0)Ne3encedc3ccccd

RUN4556

-0.99

0.33

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

dDDG (kcal/mol):

CID:

DAR-DIA-6be260fc-2_1

CC(C)C[C@H]1CN(C(=0)[C@@]12CNc3c2cc(ce3)Cl)cdcnce5caceees

RUN1935

-0.99

0.32

KAD-UNI-8a629¢ch0-29 1

CID:
NN
Z SMILES:
HN 0 RUN:
o)
o " A OJ"" DDG (kcal/mol):

VK)""/ o dDDG (kcal/mol):

KAD-UNI-8a629cb0-29_1

RUN2030

-0.99

0.26
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sprint-5-dimer-x11498-dimer-neutral

KAD-UNI-8a629ch0-24 1

NN
Z

HN O

N H [T
N‘/
(0]
O

EN300-761746 3 1 1
N

=<‘ ~

RAL-THA-2d450e86-17_1

Il
EN300-862647 3 1 1
Y
Z

H\/“..
(6] )\«N
)‘N (6]
H (0]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

KAD-UNI-8a629cb0-24 1

cleee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)ICCNC(=0)C5CCH(C5)CS(=0)(=0)C6

RUN1975

-0.99

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-761746_3 1 1

clcce2c(c1)ence2NC(=0)[C@ @]3(CCOc4c3cc(ced)Cl)CCOCC5c(=0)[nH]c(=0)[nHIn5

RUN3473

-0.99

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-2d450e86-17_1

clccc2c(cl)encec2NC(=0)Cc3cc(cc(c3)ClCH#N

RUN1796

-0.99

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-862647 3 1 1

C[C@@H](C(=0)NCC[C@]1(CCOc2clec(cc2)Cl)C(=0)Ne3enccdc3eccc)NC(=0)C

RUN4783

-0.99

0.28
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sprint-5-dimer-x11498-dimer-neutral

EN300-196140 1 2 1

NN
Z

HN O

loe,
(0] N
O O

EN300-205486 1 1 1

NN
Z
o
HN o OH
A
N’

EN300-179091 3 1 1

A NY
2

HN (e}

H oo
. N s
)\o/\< o
. o)

EDJ-MED-fcba3f31-1 1

NN
Z

HN O
H (0]
N
/llu
‘1o
O

CID:

SMILES:
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

EN300-196140 1 2 1

CIC@]1(CCN(C1)C(=0)C[C@]2(CCO )C(=0

(=O)NC

RUN4596

-0.98

0.42

CID:

SMILES:
RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-205486_1 1 1
OB B CCOA GO0
RUN6855
-0.98

0.32

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

dDDG (kcal/mol):

EN300-179091 3 1 1

clece2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(cc4)CI)CCNC(=0)COC(F)F

RUN3933
-0.98

0.24

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

dDDG (kcal/mol):

EDJ-MED-fcba3f31-1_1
CLcceze(e1)eneENC(=OIC@BICCOMEIIC(EEAICCOICO@HISCCENTS=0
RUN2353
-0.98

0.22

- 339 -



sprint-5-dimer-x11498-dimer-neutral

EN300-310888 1 1 1

[y
N

~
DAR-DIA-23e5a6a0-1_1

HN

o
4,

EN300-301690 1 2 1

NN
2

HN (¢]
O
o &
(1]
- o N ©
e
(6]

EN300-321790 1 1 1

NN
P/

HN (@]
H
o l'lo
N
O (0]
H

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-310888 1 1 1

clcee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)OCe5NNc6nSCCOCCH

RUNS5478

-0.98

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-23e5a6a0-1_1

clece2e(c)ence2NC(=0)[C@@H]3CCOcAc3ce(cc40[C@@HISCCCH(INH2+]5)CCCE)CI

RUN417

-0.98

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-301690_1 2 1

CS(-0)=OINBILCCICHICOICER(CCO oo
RUN7564

-0.98

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-321790 1 1 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3ec(ced)C)CC(=0)NSCIC@@HIEC[C@H|SCO6

RUN4861

-0.98

0.25
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sprint-5-dimer-x11498-dimer-neutral

EN300-139167 1 2 1

AN

b

HN or(o
o’>

(0]

EN300-64536 1 1 1
Y
~Z

/O\/\<o E;o

EN300-761618 3 1 1

NN
v

HN (e}

< "

Ne

EN300-6478631 3 2 1

AN
Z

HN (©]

N
N/ >
N H [ITH
N‘/
O

o}

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-139167_1 2 1

clccc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)OC[C@H]SCOCCO5

RUN3817

-0.98

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-64536_1 1 1

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

RUN4565

-0.98

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-761618 3 1 1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3ce(cc4)Cl)CCOCC(=0)Ne5ceenns

RUN3931

-0.98

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6478631 3 2 1

clccc2e(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CCNC(=0)[C@H]5CCCebnscnn6

RUNG6328

-0.98

0.29
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sprint-5-dimer-x11498-dimer-neutral

EN300-98429 1 1 1

NN
2
HN 0
H [ITH
I\ ”*(
N o) o)

EDG-MED-90036822-80_2

AN
Z

EN300-154912 1 1 1

NN

=
HN (©] K / \N

EN300-7355737 3 1 1

Y
2
HN (@]
\ foo
NO{ o / '
Q\/ K
0% ",NH
o

(@]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-98429 1 1 1

clcce2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)CC(=0)NCe5en[nHInS

RUNS5190

-0.98

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-80_2

C[C@H](C#N)C(=0O)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccac3ccecd

RUN1636

-0.98

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-154912 1 1 1

COclncec(n1)C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Necdcnce5edccecs

RUNS5464

-0.98

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7355737_3 1 1

Cnlcc(c(n1)COCC[C@]2(CCO 1)C(=0; 0)(=0)N

RUNG6414

-0.98

0.42
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sprint-5-dimer-x11498-dimer-neutral

LAU-MED-88a3970a-1_1

NN
P

HN (¢]

OH

EN300-11441 3 1 1

HJ“
S

EN300-214800_4 1 1
NN
Z

HNI’\N " ?
YO\,
o) \\/lu.

EN300-120562_1 3 1
Y

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LAU-MED-88a3970a-1_1

clcecc2c(cl)encc2NC(=0)[C@@H]3CCOc4c3cc(cc40CCO)CI

RUN1314

-0.98

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-11441 3 1 1

clecc2e(cl)encc2NC(=0)[C@ @]3(CCOc4c3cc(ccd)Cl)CCNC(=0)Cesec(=0)[nH]c(=0)[NH]5

RUN4538

-0.98

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-214800 4 1 1

clcce2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)CCCOCCNSCCNC5=0

RUN4340

-0.97

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-120562_1_3_1

RUN7494

-0.97

0.34

- 343 -



sprint-5-dimer-x11498-dimer-neutral

EN300-7535922 1 1 1
NN

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7535922 1 1 1

CN(C)cleee(nn1)C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncdcnce5edceees

RUN4206

-0.97

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-246248 2 1 1

clccc2e(cl)encc2NC(=0)[C@ @]3(CCOc4c3cc(ced)Cl)COCIC@@H]SCCNC5=0

RUN4589

-0.97

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-151461 2 2 1

clcce2e(cl)encc2NC(=0)[C@ @]3(CCOc4c3cc(ced)Cl)CNC(=0)c5en(nn5)[C@H]6CCOCE

RUNG6605

-0.97

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-39_2

CIC@H](CO)NCC(C(=0)N[C@]1(CCOc2c1cc(ce2)Cl)C(=0)Ne3encededeeced)(F)F

RUN1678

-0.96

0.36

-344 -



sprint-5-dimer-x11498-dimer-neutral

EN300-1253178 2 1 1
AN

EN300-1718675_1 1 1
Y
Z

SR

EN300-72109 1 1 1
NN
Z

HN o}
HO H
o
)‘ N
o o o}

EN300-92662 1 1 1
NN
Z

HN 0
~
s N

H——N

M O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1253178 2 1 1

clcec2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)COCC(=0)NC5CC5

RUN4656

-0.96

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1718675_1 1 1

clcce2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)NC(=0)c5ecnnn5C6CCH

RUNS5686

-0.96

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-72109 1 1 1

CC(C)(C)OC(=0)N[C@@H](CO)C(=0)N[C@]1(CCOc2c1ce(cc2)Cl)C(=0)Ne3encedc3ceeed

RUNS5228

-0.96

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-92662 1 1 1

Cnlc(ccn1)CCC(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncacnce5edceees

RUNS5006

-0.96

0.25

- 345 -



sprint-5-dimer-x11498-dimer-neutral
EN300-261596 1 1 1

CID: EN300-261596 1 1 1
AN
/ S M I L ES C=CCnlcc(nn1)C(=0)N[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Ncacncc5edceees
HN RUN: RUN2820
N DDG (kcal/mol) -0.96
' ’\>*\<
N dDDG (kcal/mol) 0.22
EN300_206282—1 1 1 CID: EN300-206282_1 1 1
NN
/ S M I L ES clece2c(cl)ence2NC(=0)[C@@]3(CCOc4c3ec(ced)Cl)CC(=0)NSCC(C5)CH#N
HN 0 RUN: RUN5434
DDG (kcal/mol) -0.95
\\C e,
N~ \<
o dDDG (kcal/mol) 0.24
EN300_1299691—1 2 1 CID: EN300-1299691 1 2 1
O 4 S M I L ES: CC(C)OC[C@H](C(=O)N[C@]1(CCO« 1)C(=0 (=0)C
HN ?‘ < RUN: RUNG6402
; DDG (kcal/mol) -0.95
0
dDDG (kcal/mol) 0.28
EN300_2855057—3 2 1 CID: EN300-2855057_3 2 1
Y
/ S M I L ES: C[C@H](C(=0)NCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3encedc3ceced)C(=0)NSCCOCCS
HN o)
RUN:
,” H l [N
7\
\\/N °
o)
o)

DDG (kcal/mol)

dDDG (kcal/mol)

- 346 -

RUNS5659

-0.95

0.42




sprint-5-dimer-x11498-dimer-neutral

EDJ-MED-d203f206-30_1

N
Z

(6] NH
N

° g
HN‘%
: (0]

EN300-6745453 3 1 1

NN
Z

HN o

N/N\ H /'.Oo
\\’N o
(@]

EN300-22879 3 2 1
NN
Z

HN O
NH: foo
(e} :a (¢}
N (¢}

EN300-185751 3 1 1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-d203f206-30_1

clecc2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)CC(=0)NSCCCC[C@@H]SC(=0)N

RUN2428

-0.95

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6745453_3 1 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cec(ced)C)CCNC(=0)[C@@H]5Ccnnen6Cs

RUNS539

-0.95

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-22879 3 2 1

cleee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)ICCOCC(=0)NSCCCC[C@H]SC(=0)N

RUN4025

-0.95

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-185751 3 1 1

clecc2e(cl)encc2NC(=0)[C@ @]3(CCOc4c3cc(ccd)Cl)CCNC(=0)Cesenencs

RUN3969

-0.95

0.27

- 347 -



sprint-5-dimer-x11498-dimer-neutral

EN300-1721328 1 1 1

NN
P/

\

EN300-53677 3 1 1

Y
Z
/ o °
ALP-POS-477dc5b7-3 1
ANV
Z

D /llu

EN300-1387104 3 1 1

Y
/
HN (@]
H [N
N
. (@]
PEANY
(6] ‘O (@]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1721328 1 1 1

Cclnnc(n1C)CCC(=0)N[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Ncdencc5edccees

RUN3971

-0.95

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-53677_3 1 1

CS(=0)(=0)CC(=0)NCC[C@]1(CCOc2c1cc(cc2)Cl)C(=0)Ne3enceac3coecd

RUN6221

-0.95

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-477dc5b7-3_1

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

RUN249

-0.95

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1387104 3 1 1

cleec2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)CCNC(=0)[C@@H]5CCS5(=0)=0

RUN3786

-0.94

0.24

- 348 -



EN300-62448 3 1 1

sprint-5-dimer-x11498-dimer-neutral

CID: EN300-62448 3 1 1
NN
/ SM I L ES clcce2c(cl)ence2NC(=0)[C@@]13(CCOc4c3ec(ced)Cl)CCNC(=0)CNC(=0)C5CCC5
HN (o]
RUN: RUN4652
H N
0 NJ DDG (kcal/mol): -0.94
N‘ q< (e}
H (e}
dDDG (kcal/mol): 0.34
EN300-5 2768_3_2_1 CID: EN300-52768_3 2 1
NN
/ S M I L ES CCCS(=0)(=0)[C@H](C)C(=0)NCC[C@]1(CCOc2c1cc(ce2)Cl)C(=0)Ne3encedc3eceed
HN (e}
RUN: RUN6032
oo
< HJ DDG (kcal/mol): -0.94
O /\v
Q’ [e)
/\/ Yo © dDDG (kcal/mol): 0.47
EN300-6238494_1 2 2 CID: EN300-6238494 1 2 2
Y
/ o ) SM I L ES clcee2c(cl)ence2NC(=0)[C@@13(CCOc4c3cec(ced)Cl)OCIC@H]([C@H]SCOCCO5)0
HN o o
RUN: RUN5103
o ”OH
DDG (kcal/mol): -0.94
(@]
dDDG (kcal/mol): 0.46
EN300-18569_3_1 1 CID: EN300-18569 3 1 1
Y
/ SM I L ES: C[C@@H](C(=0)NCC[C@]1(CCOc2clce(cc2)Cl)C(=0)Ne3encecdc3ccccd)NC(=0)C
Nz ° RUN: RUN5687
H\/““ DDG (kcal/mol): -0.94
)‘N 0 dDDG (kcal/mol):
H o)
- 349 -

0.29




sprint-5-dimer-x11498-dimer-neutral

MAT-POS-8a69d52e-4 2 1

SMILES:
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

CID:

MAT-POS-8a69d52e-4 2 1

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

RUNS655

-0.94

0.05

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

EDJ-MED-e4b030d8-11_1

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

RUN248

-0.94

0.05

EN300-1703852_1 1 1
Y
P SMILES:
HN .0 Oh_\ RUN:
Cg Y

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

EN300-1703852_1 1 1

clece2e(c1)ence2NC(=0)[C@@13(CCOc4c3ec(cod)CNC(=0)C[C@H]SCOC(=0)N5

RUN4722

-0.94

0.29

EN300-6473273 3.1 1

CID:
Y
S SMILES:
HN o
RUN:
HO H te
2 N DDG (kcal/mol):
\, d
(6]

N,\ \ dDDG (kcal/mol):

EN300-6473273 3 1 1

Cnlc(cen1)[C@@H(C(=0)NCC[C@]2(CCO! 1)C(=0] o

RUN4399

-0.94

0.33

- 350 -



sprint-5-dimer-x11498-dimer-neutral

EN300-139167 4 2 1
NN

EN300-247343 2 1 1
NN
Z

HN o

/lu

N
H

HO

EN300-6492197 1 1 1

NN
2

EN300-395954 1 1 1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-139167 4 2 1

clecc2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)CCCOC[C@H]5COCCO5

RUN7141

-0.94

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-247343 2 1 1

CC1(CC(C1)C(=0)NC[C@]2(CCO: 1)C(=0) 0

RUNS371

-0.94

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6492197 1 1 1

CNC(=0)[C@H]1CCCN1C(=0)C[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedcnee5edccecs

RUNG6461

-0.94

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-395954 1 1 1

C[C@@]12CN(CCN1C(=0)OC2)C(=0)C[C@]3(CCOc4c3ce(ccd)Cl)C(=0)NeSencebe5eeect

RUN4717

-0.93

0.33

- 351 -



sprint-5-dimer-x11498-dimer-neutral

EN300-7442332 3 1 1

NN
2
HN O
)
N H\/“"
I,

EN300-6953121 1 1 1
AN
~Z

HN (@]
F
H
b
O O

EN300-94900 1 1 1
NN
Z

HN o Omn o
A7
N )
o 0]
O

EN300-315453 1 1 1

NN
P

®

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7442332_ 3 1 1

Cele(n(en1)OC)C(=0)NCCIC@]2(CCOC3c2cc(ce3)Cl)C(=0)Nedence5eaceees

RUNS558

-0.93

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6953121 1 1 1

clcce2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)NC(=0)[C@H]SC[C@H]SF

RUNS647

-0.93

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-94900 1 1 1

CS(=0)(=0)Ce1nc(on1)CO[C@]2(CCO3c2ce(ce3)CNC(=0)Nedence5edecees

RUNG6464

-0.93

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-315453 1 1 1

Cclenen1CC(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncdcncc5c4ceees

RUN4508

-0.93

0.23

- 352 -



sprint-5-dimer-x11498-dimer-neutral

EN300-245061_1 1 1
NN

Iz
S

s
zZ

EDJ-MED-ee07cf00-4_3
I Y
.

HNYO% w

EN300-1715993 2 1 1
ANV
Z

HN O

—

N
N§N/ 1 /llu
(0]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-245061 1 1 1

Cclc(en(n1)C)CC(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Necacnce5edccees

RUNG6483

-0.93

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1911992 3 1 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)CCOCIC@@H]([C@@H]5CCOC5)0

RUNS5682

-0.93

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-e€07cf00-4_3

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

RUN2645

-0.93

0.45

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1715993 2 1 1

clece2c(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)COCCn5cenn5

RUNS5131

-0.93

0.25

- 353 -



sprint-5-dimer-x11498-dimer-neutral

EN300-175251 1 1 1

NN
2

HN e]
§
o~
N [¢] @]
;

—_—

EN300-317085 1 1 1
ANV
Z

HN O

E
l,'
loe,
N
HO
(0] O

EN300-7493922 3 1 1
NN
Z

HN (0]

H beo

N
N O
/ (¢}

/N\%N

EN300-393148 3 1 1
NN
s

HN o

ITH
O
oX
vy M o
o

"we =

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-175251 1 1 1

COCCCNC(=0)CCC(=0)N[C@]1(CCOc2c1ec(ce2)Cl)C(=0)Ne3encedc3ooeed

RUN7453

-0.93

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-317085_1 1 1

cleec2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)CC(=0)NSC[C@H]([C@@H](C5)F)O

RUN6121

-0.92

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7493922 3 1 1

Cnlcnc(n1)CC(=0)NCC[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Ncdence5edccees

RUN4341

-0.92

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-393148 3 1 1

CIN@]1[C@@H)(CCS1(=0)=0)COCC[C@]2(CCO 1)C(=0}
RUN4517

-0.92

0.30

- 354 -



sprint-5-dimer-x11498-dimer-neutral

EN300-1448603 3 1 1

NN
Z

HN O

loo
O
o
/ O

’

EN300-69313 1 1 1
N
Z

HN o
HO
b ~(llu
N
e} 0]

EN300-39439 2 1 1

AN
s

H

(0]

EN300-6738887 2 1 1

NN

HN (©]
o
:D llh
N
H o)
N~(\/\

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1448603 3 1 1

cleee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)CCOCIC@@H]5CCS(=0)(=0)C5

RUN7025

-0.92

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-69313 1 1 1

cleec2e(c1)ence2NC(=0)[C@@]3(CCOc4c3ce(ccd)Cl)CC(=0)NSCC[C@H](C5)0

RUNS547

-0.92

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-39439 2 1 1

clcee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)ICCC(=0)NCCCC(=0)N

RUN2756

-0.92

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6738887 2 1 1

CCC=ONS(C

RUN7100

-0.92

0.30

- 355 -



sprint-5-dimer-x11498-dimer-neutral
MAK-UNK-83e0a0b4-3 1

CID: MAK-UNK-83e0a0b4-3_1
NN
/ SM I L ES cleec2c(cl)ence2N(CCNC3C[NH2+]C3)C(=0)[C@@H]4CCOc5c4cc(ce5)Cl
H;N{j\
N 0 RUN: RUN755
DDG (kcal/mol) -0.92
o dDDG (kcal/mol) 0.31
EN300_55072—1—1—1 CID: EN300-55072_1 1 1
Y
/ SM I L ES C[C@@H](CO)C(=O)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3encc4c3ceccd
RUN: RUN4343
z DDG (kcal/mol) -0.92
HO \/\«
dDDG (kcal/mol) 0.27
ED_ GRI-5b13fbe2-55_4 CID: ED_-GRI-5b13fbe2-55_4
Y
/ HO S M I L ES clecc2c(cl)encc2NC(=0)[C@@]3(CCOcAc3cc(ce4)Cl)OC[C@]5(CINH2+]C[C@H]5CO)F
\
HN (o] F -
/{3 RUN: RUN1487
o N
Hs DDG (kcal/mol) -0.92
o
dDDG (kcal/mol) 0.35
EN300_113234—1—1—1 CID: EN300-113234 1 1 1
AN
/ SM I L ES clecc2c(c1)encc2NC(=0)[C@@]3(CCOcAc3cc(ce4)CINC(=0)[C@@H]5CC(=0)0Cs

HN ¢} RUN: RUN3574
o)

H DDG (kcal/mol) -0.92
o)

o o dDDG (kcal/mol):
- 356 -

0.25




EN300-74089 1 1 1

sprint-5-dimer-x11498-dimer-neutral

CID:

EN300-74089 1 1 1
AN
/ SMILES: cleee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)CI)NC(=0)C5(CCOCCE)CHN
HN o RUN: RUN2771
/N
/ N DDG (kcal/mol): -0.91
o o 0 dDDG (kcal/mol): 0.23
EDG'MED'balaC7b9'22_1 CID: EDG-MED-balac7b9-22_1
ANV
P SMILES:
RUN: RUN2547
DDG (kcal/mol): -0.91
0.36

dDDG (kcal/mol):

EN300-98018_1 2 1

0~ L
loltex

EN300-98018 1 2 1 cp.
Y
/ S M | L ES CC(=0)N1CC[C@](C1)(C)C(=0)N[C@]2(CCOC3c2cc(cc3)Cl)C(=0)Nedence5eaccees
RUN: RUN4282
s DDG (kcal/mol): -0.91
:; dDDG (kcal/mol): 0.27
EN300_148515—2—1—1 CID: EN300-148515 2 1 1
Y
/ S M I L ES Cn1c(nnn1)CN(C)C(=0)CC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedence5edceees
HN ¢} RUN: RUNG900
DDG (kcal/mol): -0.91
0.23

\/

~f N

\/

dDDG (kcal/mol):

- 357 -



sprint-5-dimer-x11498-dimer-neutral

EN300-05754 3 2 1

AN
P

HN o

EN300-316679 3 1 1
Y
Z

HN (0]

EN300-174763 1 1 1

NN
2

e
s

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-05754 3 2 1

C[C@H](C(=0)N1CCOCC1)OCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncdcnce5eaccees

RUN4072

-0.91

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-195590 3 2 1

clecc2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)CCNC(=0)C[C@H]SCCCNC(=0)C5

RUNS735

-0.90

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-316679 3 1 1

CCC[C@@H](C(=0)NCC[C@]1(CCOc2c1ce(cc2)Cl)C(=0)Ne3enccac3ccecd)O

RUNG6961

-0.90

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-174763_1 1 1

CCN(CC(=0O)N)C(=0)C[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccac3ceccd

RUN3275

-0.90

0.27

- 358 -



sprint-5-dimer-x11498-dimer-neutral

EN300-22880 3 2 1
NN
Z

HN @]

o OJ".
EN300-2617222 3 1 1

NN
2

HN O

EN300-23792 1 1 1
NN
Z

HN (@]
HN, L0
7
o 73\«’“
(@] (e}

MIC-UNK-cdc2493e-5 2

NN
Z

(0] NH

o
oAt

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-22880 3 2 1

cleec2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)ICCOCC(=0)NSCCC[C@H](C5)C(=0)N

RUNG6237

-0.90

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-2617222 3 1 1

CNC(=0)c1en(nn1)CC(=0)NCC[C@]2(CCOe3c2cc(ce3)Cl)C(=0)NedenceSedccees

RUN4807

-0.90

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-23792 1 1 1

clccc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)NC(=0)c5ee(se5)S(=0)(=0)N

RUNG6259

-0.90

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-cdc2493e-5_2

clccc2c(cl)encc2NC(=0)N(c3ceec(c3)Cl)C4C[C@H]5CCCC[C@@H]5C4

RUN478

-0.90

0.41

- 359 -



sprint-5-dimer-x11498-dimer-neutral

EN300-1911992 1 4 1

NN
2 o
HN o
‘e
‘o
o
o)

EN300-6494859 1 3 1

NN
Z

HN (@]
N
\N 41,' ’
N
(e}
(e} (e}

EN300-7444533 1 3 1

NN
Z
0
€
EN300-85707_1 2 1
AN\
Z
O/\\N{llu
\
8§ (@) (e}

O‘\\
/

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1911992 1 4 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cec(ced)COCIC@H](C@H]SCCOCS)0

RUN4272

-0.90

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6494859 1 3 1

RUNS3850

-0.90

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7444533 1 3 1

C[C@@H]1C[C@H](C(=0)01)C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Neacnee5edceees

RUNG6183

-0.90

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-85707_1 2 1

COC[C@H]1CN(CCO1)C(=0)C[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Neacnce5eaccees

RUN4561

-0.90

0.32
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sprint-5-dimer-x11498-dimer-neutral

EN300-36111 3 1 1

NN
y

HN O

loo

. e
&

VLA-UCB-05e51b3f-13 1
ANV

EN300-321703 1 1 1

NN
P

o

EN300-14628 3 2 1

NN
A

HN

d o o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-36111 3 1 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cee(ced)C)CCNC(=0)CNSCCCCC5=0

RUNS5940

-0.90

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-05e51b3f-13_1

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

RUN267

-0.90

0.38

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-321703_1 1 1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)CINC(=0)CCOC5COCS

RUN4201

-0.90

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-14628 3 2 1

RUNG6896

-0.89

0.46

- 361 -



sprint-5-dimer-x11498-dimer-neutral

EN300-74876_1 1 1
ANV
Z

HN O
H
N
%N
O
O O

DAR-DIA-e7614d05-2_1

Y
2
HN 0 F
+F
(0]
F

EN300-6473273 3 2 1
N
Z

HN (e}
HO “ lllo
\
5 O
S

EN300-6498351 1 1 1
NN
Z

’\i (0] (6]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-74876_1 1 1

CC(=0)N1CC(C1)C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedence5caccees

RUNS5022

-0.89

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-e7614d05-2_1

clecc2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)OC(F)(F)F

RUN2293

-0.89

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6473273 3 2 1

Cnlc(cen1)[C@H](C(=0)NCCIC@]2(CCO 1)C(=0) 0

RUNG6591

-0.89

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6498351 1 1 1

Cclc(n(cn1)C)C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Necdence5caceees

RUNS572

-0.89

0.25

- 362 -



sprint-5-dimer-x11498-dimer-neutral

EN300-217494 3 2 1

NN
P/

HN O

H [ITH
N e /

-
- o)
HO

EN300-201346_1 2 1
AN
Z

HN (@]

OYH
N H
N
OH
0

EN300-38979 3 1 1
AN
Z

HN (o}

H lllo
N

EN300-199359 3 1 1
AN
s

HN (©]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-217494 3 2 1

CIC@(C@@H]1CCOCL)(C(=0)NCCIC@I2(CCO )C(=0, o

RUN4182

-0.89

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-201346_1 2 1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3ec(cc4)Cl)NC(=0)[C@H]SCOC(=O)NS

RUN4091

-0.89

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-38979 3 1 1

clcce2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)CCNC(=0)Cn5cencs

RUN3754

-0.89

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-199359 3 1 1

CC(C)[C@@H](C(=0)NCC[C@]1(CCOc2clce(cc2)Cl)C(=0)Ne3encede3ecced)O

RUN7702

-0.88

0.30

- 363 -



sprint-5-dimer-x11498-dimer-neutral

EN300-104746_2 2 1
NN
y/

HN O
(0]
/'llo
HO N
," H
(0]

EN300-1724086 1 2 1

N
~Z
EN300-6489696 1 1 1
N
~Z

N
HN’\
— [T
N\\<
HO
o o

EN300-1091444 1 1 1

NN
v

sy

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-104746 2 2 1

CC[C@](C)(C(=0O)NC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccdc3cceccd)O

RUNS893

-0.88

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1724086_1 2 1

RUNS5430

-0.88

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6489696_1 1 1

clecc2c(cl)ence2NC(=0)[C@@]3(CCO

)CI)CC(=0)NSCC(C5)(Cebeen[nHIB)O

RUNS5284

-0.88

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1091444 1 1 1

CN(C1COC1)C(=0)C[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Ncdencc5eaccees

RUN3832

-0.87

0.28

- 364 -



sprint-5-dimer-x11498-dimer-neutral

EN300-113112 2 1 1
NN
Z

EN300-84785 1 2 1

Y
/
HN o]
H doo
N
HZN{\{ (6] (e}
-
-

o

EDJ-MED-40433386-8 1
NN

EN300-1601684 3 1 1
NN
Z

HN O

e

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-113112 2 1 1

Cnlcnnc1COC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncdence5edccees

RUN3170

-0.87

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-84785 1 2 1

C[C@H](CC(=0)N)NC(=0)C[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3encedc3ceecd

RUNS3301

-0.87

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-40433386-8_1

clcce2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CNC(=0)[C@]5(CCOCS5)CH#N

RUN2386

-0.87

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1601684 3 1 1

CC1([C@@H](OCCO1)C(=0)NCC[C@]2(CCO 1)C(=0)

RUNS5184

-0.87

0.40

- 365 -



sprint-5-dimer-x11498-dimer-neutral

EN300-154332 1 1 1
NN
Z

EN300-7471076_1 2 1
AN
Z

HN (@]

[ITH

T

(@)

pd
AL

EDG-MED-90036822-84 1
NN
Z

HN (0]
F H
N"--~7‘-.‘STN
—
F o} o}

EN300-1710153 1 2 1
ANV
Z

HN O
E
E ;:: !:::::
loe,
N
HO
(0] O

EN300-154332 1 1 1

CID:
SMILES: Lece2e(eence2NC(=0)[C@@I(CCOnAee(cAICHCCONECCICO@HISCO
RUN: RUN5797
DDG (kcal/mol): -0.87
0.26

dDDG (kcal/mol):

EN300-7471076_1 2 1

CID:
SMILES: CICGHIICE@HICNIC-OKICBIZ(CC Yoo 0
RUN: RUN5423
DDG (kcal/mol): -0.87
0.26

dDDG (kcal/mol):

EDG-MED-90036822-84_1

CID:
SMILES: clecc2o(cL)encc2NC(=0)[C@@13(CCOcAC3c(ccA)ICINC(=0)C(CHN)FIF
RUN: RUN1622
DDG (kcal/mol): -0.87
0.22

dDDG (kcal/mol):

EN300-1710153 1 2 1

CID:
SMILES: clecc2c(c1)ence2NC(=0)[C@@I(CCORI(ccA)C)CC-ONSCICRHIC(CS) PO
RUN: RUN7384
DDG (kcal/mol): -0.87
0.23

dDDG (kcal/mol):

- 366 -



sprint-5-dimer-x11498-dimer-neutral
EN300-649743 1 1 1

CID: EN300-649743 1 1 1
NN
/ SMILES: CIC@H(C(=0)N[C@]1(CCO CE=0 (=0)Cnscnnns
HN © RUN: RUN3929
o = § DDG (kcal/mol): -0.87
=\ } N/\«
I\{VN H o o dDDG (kcal/mol): 0.37
EN300'155362_1_2_1 CID: EN300-155362_1 2 1
NN
/ SM I L ES: C[C@H]1CC(=0)N[C@@H]1C(=0O)N[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Ncdcnce5edccees
HN o RUN: RUN6709
(e}
H
N N DDG (kcal/mol): -0.86
i
o) o} dDDG (kcal/mol): 0.21
EN300'52768_1_1_1 CID: EN300-52768_1 1 1
NN
/ SM I L ES CCCS(=0)(=0)[C@@H](C)C(=0)N[C@]1(CCOc2c1cc(cc2)Cl)C(=0)Ne3enceac3eceed
HN (0]
RUN: RUN4977
N
2 DDG (kcal/mol): -0.86
& © o
5 dDDG (kcal/mol): 0.39
EN300'198540_3_2_1 CID: EN300-198540 3 2 1
NN
/ S M I L ES: C[n+]1cc(c[nH]1)[C@H](C(=0)NCC[C@]2(CCO 1)C(=0, o)
HN (o]
RUN: RUN4636
HO H [lu
K DDG (kcal/mol): -0.86
7y -
'N dDDG (kcal/mol):
- 367 -
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sprint-5-dimer-x11498-dimer-neutral

EN300-261365_1 1 1
Y
Z

HN O
O
H
[\ N
O"
(0] O

EN300-48902 3 1 1
AN
Z

HN (o}

\
NH o OJ“.
Realie

EN300-36390 1 1 1
Y
Z

S ! >j
/\o o) o

EN300-1915260 3 2 1

RN
2
HN (0]
HO o J'llo
)~ o

/

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-261365 1 1 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ced)CI)NC(=0)C5CS(=0)(=0)C5

RUN4142

-0.86

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-48902_3 1 1

CNC(=0)[C@@H]1CCCN1C(=0)COCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Neacnce5edceees

RUNG6513

-0.86

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-36390_1 1 1

CCOC(=0)NCC(=0)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccdc3ceccd

RUNG6254

-0.86

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1915260 3 2 1

COC[C@H](COCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccdc3ceecd)O

RUNG6133

-0.86

0.32

- 368 -



sprint-5-dimer-x11498-dimer-neutral

EN300-218116 1 1 1

NN
= HO
HN o
o OH
0

DAR-DIA-0d514e7d-25_1

Vi

N e |\

EN300-1073320 4 1 1

AN

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-218116 1 1 1

CC(CO)(CO)CO[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccac3ceccd

RUNS872

-0.85

0.38

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

RUN763

-0.85

0.12

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-0676e700-23_1

Cnlce(nn1)e2ee(no2)C(=0)NC[C@I3(CCOc4c3cce(ced)ClC(=0)Ne5encebeseeecd

RUN2331

-0.85

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1073320 4 1 1

cleec2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)CCCNC(=0)[C@@H](C5(CCC5)0)0

RUN7256

-0.85

0.40
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sprint-5-dimer-x11498-dimer-neutral

ED_-GRI-5b13fbe2-15 1

EDG-MED-971238d3-8_1

HO
\\/llu

EN300-6739414 1 2 1

NN
2
HN (@]
7\ ! :
N
\N
! /'lo
N
R 0 o

HO i

EN300-87334 2 1 1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ED_-GRI-5b13fbe2-15_1

CIN@@](CCINH3+))CCOCCO[C@]1(CCOc2clce(cc2)CC(=0)Ne3encedc3ccced

RUN1414

-0.85

0.50

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-971238d3-8_1

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

RUN1306

-0.85

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6739414 1 2 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cec(ced)C)CC(=0)NSCeoeenn6CIC@H](CE)CO

RUN7553

-0.85

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-87334 2 1 1

Cnlc(ncn1)COC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncdcnce5c4ceees

RUNG6606

-0.85

0.28

- 370 -



sprint-5-dimer-x11498-dimer-neutral

EN300-260816_2 1 1
AN\

EN300-124052 1 2 1

NN
Z

HN 6]
HO
[T
N
w
(e} (0]

EN300-132157 1 1 1

NN
P/

EN300-41507 3 1 1
NN
Z

HN (e}

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-260816_2_1 1

CNICCIC@@HICI=0)COCIC@IR(CCO het-o
RUN4178

-0.85

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-124052_1 2 1

CIC@HILCN(CIC@BHIOCO)CIC@IRECO oo
RUN4288

-0.85

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-132157 1 1 1

C[C@@]1(CC(=0)NC1)C(=0O)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedcncesedccees

RUN4966

-0.84

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-41507 3 1 1

Cclncen1CC(=0)NCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedence5eaceees

RUNS753

-0.84

0.31

-371 -



sprint-5-dimer-x11498-dimer-neutral

KAD-UNI-8a629ch0-4 1

KAD-UNI-8a629cb0-4_1

Cnlcc(cc1C(=0)NCC[C@]2(CCOx 1)C(=0; (=O)N

RUN1946

-0.84

0.27

CID:
Y
s SMILES:
HN O
NHS RUN:
© B N DDG (kcal/mol):
N o)
o dDDG (kcal/mol):
EN300-185729 1 1 1 .
Y
~Z SMILES:

HN o RUN:
" N DDG (kcal/mol):
Il \
N
Y 0 0 dDDG (kcal/mol):

EN300-185729 1 1 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOcAc3ee(ced)CINC(=0)[C@@HISCCeoe(nnHING)CS

RUN3045

-0.84

0.23

EN300-216063 1 1 1

CID:

Y

Z SMILES:
HN O \N’

s RUN:
o O
DDG (kcal/mol):

O

dDDG (kcal/mol):

EN300-216063 1 1 1

CN(C)C(=0)CO[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nec3enccdc3ccecd

RUNG6561

-0.84

0.20

EN300-2007564 3 2 1
NN
P SMILES:

HN o
RUN:

oo
HJ DDG (kcal/mol):

dDDG (kcal/mol):

O
(@]

CID:

EN300-2007564 3 2 1

CC1([C@H](CCS1(=0)=0)C(=0)NCC[C@]2(CCO 1)C(=0;

RUN3866

-0.84

0.35
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sprint-5-dimer-x11498-dimer-neutral

EN300-305294 1 6 1

NN
Z

HN O
H
LT
N
HO
H (6] O

EN300-41507 1 1 1

AN
2

HN (¢]

H
N
NH* «
)\ ’ ’
N
H,

EN300-201164 1 2 1

N
2

HN o
H
N
&a«
HN
(0]
% o

H.N

o

EN300-6478433 1 1 1

NN
o

: »«)E@
T
Y

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-305294 1 6_1

INSCIC@HIECIC@@H(C@HIECS)0

RUN4981

-0.84

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-41507 1 1 1

Cclncen1CC(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncdcncc5c4ceees

RUNS5643

-0.84

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-201164 1 2 1

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

RUN3887

-0.84

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6478433 1 1 1

CCnlc(nn(c1=0)CC(=0)N[C@]2(CCO: C(=0;

RUNS716

-0.84

0.35
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sprint-5-dimer-x11498-dimer-neutral
EN300-23317 4 1 1

CID: EN300-23317_ 4 1 1
\N o =
S M I L ES C[C@@H](C(=0)NCCOC)OCCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3enccdc3ceccd
RUN: RUNG6585
DDG (kcal/mol): -0.84
dDDG (kcal/mol): 0.38
EN300'10895_2_1_1 CID: EN300-10895 2 1 1
N
/ SM I L ES clecc2ce(cl)ence2NC(=0)[C@@]3(CCOc4c3cec(cc4)Cl)COCC(=O)NCCCHN
HN (e}
RUN: RUN5767
/ll .
H ) DDG (kcal/mol): -0.83
(o)
(0]
K 4 dDDG (kcal/mol): 0.30
EN300_17381—1—2—1 CID: EN300-17381_ 1 2 1
Y
/ SM I L ES C[C@H](C(=0)N)O[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccdc3eeccd
HN 0 RUN: RUN5740
0»\/0 DDG (kcal/mol): -0.83
HN z K dDDG (kcal/mol): 0.21
EN300_204507—1—1—1 CID: EN300-204507_1 1 1
AN
/ SM I L ES: clcce2c(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)CC(=0)N5CC(C5)(CO)F
HN 0 RUN: RUNG6947
OH
SC " DDG (kcal/mol): -0.83
N 5(
F
o o dDDG (kcal/mol):
- 374 -
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sprint-5-dimer-x11498-dimer-neutral

EDJ-MED-e4b030d8-11_1 1

NN
Z

HN (6]
//,'. F :
(@]

EN300-1605226 2 1 1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-e4b030d8-11_1_1

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

RUNS837

-0.83

0.05

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1605226 2 1 1

clece2c(c1)ence2NC(=0)[C@@]3(CCO4c3cc(ced)C)CCC(=0)NSCCH(C5)CNC(=0)NG

RUN6161

-0.83

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-50561_1 1 1

Cc1nnc2n1C[C@@H](CC2)C(=0)N[C@]3(CCOc4c3cc(ced)Cl)C(=0)Ne5encebesceecsd

RUN4979

-0.83

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-722418 1 2 1

C[C@H](CN(C[C@@H](C)O)C(=0)C[C@]1(CCO 1)C(=0! o

RUNS522

-0.83

0.44

- 375 -



sprint-5-dimer-x11498-dimer-neutral

EN300-90142 2 2 1
Y
Z

HN O
O
/'lo
N
Q H
»lh o
H.N

EN300-221518 1 1 1
NN
Z

HN O

R N

EN300-41366_1 1 1
NN
Z

HN O
H
\ N N
NY” > J

EN300-120562 1 1 1
Y

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-90142 2 2 1

CNC(=0)[C@H] N

RUN7181

-0.83

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-221518 1 1 1

clece2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)OCCCO

RUNS339

-0.83

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-41366_1 1 1

Celne(n(n1)CCC(=0)N[C@]2(CCO 1)C(=0)

RUN4234

-0.83

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-120562_1 1 1

@@H|(C2)C(= C(=0)

RUN7502

-0.83

0.35
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sprint-5-dimer-x11498-dimer-neutral

EN300-301690 1 1 1

NN
2

HN (¢]
O
o
(1]
o N o)
-
e
(6]

EN300-55087 1 1 1
NN
Z

(@) NH
g

EN300-97300 1 2 1
AN
~Z

(0]
EN300-198515 1 1 1

AN
P

N &=

=<

’/«N/) o) F;O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-301690_1 1 1

CS(=0)(=0)[N@]1CC[C@@H](C1)O[C@]2(CCOc3c2cc(ce3)Cl)C(=0)NedenceSedccees

RUNG6861

-0.83

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-55087_1 1 1

RUNG6042

-0.83

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-97300_1 2 1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)ClINC(=0)[C@H]5C[C@@H]SF

RUN6127

-0.83

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-198515 1 1 1

C[C@@H](C(=0)N[C@]1(CCOc2c1ce(cc2)Cl)C(=0, 4N

RUN2856

-0.83

0.25
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sprint-5-dimer-x11498-dimer-neutral

EN300-151423 1 1 1
ANV
~

HN (©]
H
N

EN300-1706036 1 2 1

AN
b
© H
HN o) N
o’>

EN300-52467 2 1 1
AN
s

HN (e}

/lu
ofo
r~ °

HO

EN300-315836 4 1 1
NN

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-151423 1 1 1

cleee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)CIINC(=0)CC5(CCOCC5)0

RUN4516

-0.83

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1706036_1 2 1

clcee2ce(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)OC[C@H]SC(=0)NCCO5

RUN4519

-0.82

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-52467 2 1 1

clece2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)COCCOCCO

RUNG6299

-0.82

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-315836_4 1 1

clece2c(c1)encc2NC(=0)[C@@]3(CCOc4c3ec(ccd)Cl)CCCNC(=0)e5[nH]cens

RUNS5610

-0.82

0.29

- 378 -



sprint-5-dimer-x11498-dimer-neutral

EN300-3710141 2 2 1

NN
Z

HN (6]
o
N, 3/
(4 N
H

e
’0
o O

EN300-1694056_1 1 1

NN
Z
HN o
ﬁ H
0..,«
0
o o

EN300-261986 1 1 1

NN
P/
HN OFC\

Ng /?

(e} "\
(¢]

EN300-221518 1 1 1
NN
Z

HN O

R N

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-3710141 2 2 1

clccc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CNC(=0)[C@]5(CCCO5)CH#N

RUN3235

-0.82

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1694056_1 1 1

CCL(C@@H](CC(=0)N1)C(=0)N[C@]2(CCO 1)C(=0]

RUN3420

-0.82

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-261986_1 1 1

CS(=0)(=0)[N@]1CC[C@@H](C1)CO[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedence5caccees

RUN3793

-0.82

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-221518 1 1 1

clece2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)OCCCO

RUNS5155

-0.82

0.19

- 379 -



sprint-5-dimer-x11498-dimer-neutral

EN300-64247 3 1 1

NN
Z

EN300-6504697 3 1 1
NN

Z

HN O

)

"
H T
-« = N .
oz o
ol
(0]

EN300-72896_1 1 1
NN
Z

HN o)
H
N
OM
H o} o)

EN300-157776_1 2 1

NN
Z

HN O

ote

\S

HO‘\\

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-64247 3 1 1

CC(C)(C(=0)NCC[C@]1(CCOx 1)C(=0 [INH+]5CCOCC5

RUN4542

-0.82

0.46

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6504697 3 1 1

RUNG6063

-0.81

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-72896_1 1 1

clcce2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)CINC(=0)[C@@H]SCCC(=0)N5

RUNS397

-0.81

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-157776_1 2 1

C[C@H]1CN(C[C@@H](01)CO)C(=0)C[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedence5eaceees

RUN7139

-0.81

0.38

- 380 -



sprint-5-dimer-x11498-dimer-neutral

EN300-237224 1 1 1
NN

=

HN O
H
N
e P«
(0]
O O

EN300-108507 1 1 1
NN
Z

o/\\ les
O)Jw{l ¢
\

EN300-202757 1 2 1

NN
Z

HN 0
H
MN
H.N o o

VLA-UCB-50c39ae8-9 2
Y
=z

HN O

H
N
O
o\"<>$

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-237224 1 1 1

C[NH+]1CCC(CC1)OCC(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Neacnce5edceees

RUNS755

-0.81

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-108507 1 1 1

CO[C@@H]1CN(CCO1)C(=0)C[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedcnee5edccecs

RUNS5819

-0.80

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-202757_1 2 1

C[C@H](CC(=0)N)C(=0)N[C@]1(CCOc2c1ce(cc2)Cl)C(=0)Ne3enccac3ccecs

RUN4604

-0.80

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-50c39ae8-9_2

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3ec(cc40[C@HISCC(=0)NS)C)CCCECCCCCH

RUN366

-0.80

0.40

- 381 -



sprint-5-dimer-x11498-dimer-neutral

EN300-66845 3 1 1

Y
2
O. «HJ'..
\
EDG-MED-90036822-13 1
RN
Z

HN O
H
N
X
O o

EN300-1723511 2 1 1
AN
Z

HO HN (o}

H
N
)\/llu
O
(6]

VLA-UNK-f702bflc-3_1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-66845 3 1 1

COC(=0)N1CCC[C@@H]1C(=0)NCC[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Nedence5eaccees

RUNG6534

-0.80

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-13_1

clece2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)NC(=0)CO

RUN1522

-0.80

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1723511 2 1 1

clcee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)ICCC(=0)NC5(CCC5)CO

RUN4804

-0.80

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-f702bflc-3_1

cleee2e(cl)encc2N3C(=0)[C@@]4(CCOc5c4ce(ce5)Cl)N(C3=0)Ceb[nH]ncné

RUN2111

-0.80

0.30

- 382 -



sprint-5-dimer-x11498-dimer-neutral

EN300-95639 1 2 1
ANV
~Z

HN O

(6]
-
%
[ITH
N
(0] O

H
HO

EN300-195756_2 2 1
AN\

NH

EN300-6479181 3 1 1

N
2

HN (¢]

H ’l.o
N

N o

VLA-UCB-05e51b3f-6 1
RN

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-95639 1 2 1

C(= HI(C5)0)CO

RUN3763

-0.80

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-195756_2_2 1

clcee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)ICOC[C@H]SCCC(=0)NS

RUNS080

-0.80

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6479181 3 1 1

RUNG6444

-0.80

0.39

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-05e51b3f-6_1

clecc2c(cl)encc2N3C(=0)CC[C@]4(C3=0)CCOc5c4cc(cc5)Cl

RUN239

-0.80

0.25

- 383 -



sprint-5-dimer-x11498-dimer-neutral

EDG-MED-90036822-25 1
Y

Z F
o T

EN300-68635 1 1 1

NN
P

HN (@)
H
H
NM o)
(0]

EN300-139167 2 1 1
AN\
Z

HN (@) O//\O
uﬂl“‘\ )//
O

EDG-MED-balac7b9-2 1

NN
Z

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-25_1

Cnlce(ne1)[C@@H](C(=0)N[C@12(CCOX 1)C(=0)

RUN1580

-0.79

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-68635_1 1 1

CCNC(=0)CCCC(=0O)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3enceac3ececd

RUNS5209

-0.79

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-139167 2 1 1

clece2e(c1)ence2NC(=0)[C@@13(CCOc4c3cec(ced)C)COCIC@@H]SCOCCOS

RUN4847

-0.79

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-balac7b9-2_1

clcce2c(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)CC(=0)NSCC[C@@H]5CO

RUN2464

-0.79

0.29

- 384 -



EN300-249421 1 4 1

sprint-5-dimer-x11498-dimer-neutral
CID:

CIC@HI(IC@H]1CCC(=0)N1)C(=0)N[C@]2(CCO

1)C(=0

EN300-249421 1 4 1
@ SMILES:
DDG (kcal/mol): 0.79
0.25

dDDG (kcal/mol):

é;r
o

EN300-214800 2 1 1

NN
Z
0
HN 0
N
H
%

EN300-214800 2 1 1 cp.
Y
/ SM I L ES clcec2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)COCCNSCCNC5=0
HN 0 RUN: RUN4389
F\
HN\‘(N\\\ /m DDG (kcal/mol): -0.79
o (0]
o dDDG (kcal/mol): 0.24
EN300_270710—2—1—1 CID: EN300-270710 2 1 1
Y
/ SM I L ES clcec2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)COCCS(=0)(=0)N
HN 0 RUN: RUN4387
"
HoN e«
T 5\\ /““ DDG (kcal/mol): -0.78
O
O
o dDDG (kcal/mol): 0.25
MAT-POS-cc05818f- 1.1 CID: MAT-POS-cc05818f-1_1
AN
2 SMILES: clcec2c(c1)encc2NC(=0)Ce3cc(ce(c3)Cl)C#N
o NH
RUN: RUNZ2003
DDG (kcal/mol): -0.78
dDDG (kcal/mol): 0.28

- 385 -



sprint-5-dimer-x11498-dimer-neutral

EN300-21303 4 1 1
ANV

Z

HN (@]

o h,
T

EN300-207959 3 2 1
Y
s

HN O
HN H [ITH
N
O
O

JAG-UCB-706446eb-6_1 1

NN
s

42@
o

NH o
<\/NH

N

o
10000

EN300-6478631 1 1 1
NN
Z

HN (0]
N
N
N/ o o
>
N

EN300-21303 4 1 1

CID:
SMILES: CCOCC(-0INCCEIC@IL(CCO2e10c(cc2)CC(=0)Ne3ancodcdcacod
RUN: RUN6209
DDG (kcal/mol): -0.78
0.30

dDDG (kcal/mol):

EN300-207959 3 2 1

CID:
SMILES: CIO@ICENC1=0)G(-ONCTIC@I(CCO yoteo
RUN: RUN4211
DDG (kcal/mol): -0.78
0.36

dDDG (kcal/mol):

JAG-UCB-706446eb-6_1 1

CID:
SMILES: cLece2c{e1ence2NC(=0]C@BICCO0Ae(ccAICICT-ONGSCenrHS
RUN: RUN6284
DDG (kcal/mol): -0.78
0.21

dDDG (kcal/mol):

EN300-6478631_1 1 1

CID:
SMILES: CLeceZeleNEneENCOJCBEICCO INC(-ONC@@HISCCCcsnsEnms
RUN: RUN4180
DDG (kcal/mol): -0.78
0.21

dDDG (kcal/mol):
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sprint-5-dimer-x11498-dimer-neutral

EN300-128750 3 1 1

NN
P/

HN O

4
\\\\(H Jllo.

EN300-1600517 4 1 1
NN

EN300-304135 3 1 1
N
Z

HN O

HN HJ"‘
N
o
K o

O

EN300-154179 1 4 1
NN
Z

HN O
H
loe,
N
o,,/
HO o) o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-128750_3_1 1

CC(=0)N(C)CCCC(=0)NCC[C@]1(CCOc2clce(cc2)Cl)C(=0)Ne3enccdc3ceccd

RUNS5299

-0.78

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1600517 4 1 1

cleec2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)CCCOC[C@@H](CO)F

RUN7070

-0.78

0.48

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-304135 3 1 1

CC[C@@]1(CCNC1=0)C(=0)NCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)NedenceSedocees

RUN3661

-0.78

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-154179 1 4 1

cleec2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)CC(=0)NSC[C@H]6C[C@]6(C5)CO

RUN4220

-0.77

0.30
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sprint-5-dimer-x11498-dimer-neutral

EN300-7003350 4 1 1

NN
P

/\/'EQ
X

EN300-154201 1 2 1

o
-
-

o,

Q<t

EN300-761209 1 1 1
ANV
~Z

HN O
H
'3‘({@
NN
(0] (@]

EN300-131219 1 1 1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7003350 4 1 1

CCNC(=0)COCCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3enceac3ececs

RUNG6944

-0.77

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-154201 1 2 1

cleec2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)CC(=0)NSCCOC[C@H]5CO

RUN4859

-0.77

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-761209 1 1 1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)NC(=0)c5enn(c5)CCO

RUNS5941

-0.77

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-131219 1 1 1

- oncelscco o
RUN4024

-0.77

0.28
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sprint-5-dimer-x11498-dimer-neutral

EN300-6238494 1 2 1

NN
— 0 =\
HN o} %

OH

EN300-1073320 2 1 1

AN
/
HN o
o
w i
N
H
’; o)
HO OH

EN300-317082 4 1 1
NN
Z

HN (@]

EN300-705381 1 1 1
NN
s

/O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6238494 1 2 1

clcee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)OC[C@@H]([C@H]5COCCO5)0

RUNS077

-0.77

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1073320 2 1 1

cleee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)C)CNC(=0)[C@@H](C5(CCC5)0)0

RUNG6663

-0.77

0.39

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-317082_4 1 1

clcec2c(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CCCOC5COCS

RUN4740

-0.77

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-705381 1 1 1

COC[C@H]1C[C@H]1C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedence5eaccees

RUNS787

-0.76

0.21
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sprint-5-dimer-x11498-dimer-neutral

EN300-7355979 1 1 1

Y

EN300-90206_1 1 1

NN
/
HN 0
H
-
-
L
HO ’%‘ (T
N
0“
L)
H\‘ o) o}

EN300-141809 1 2 1

NN

Iz

oz

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7355979 1 1 1

Cnlenc2e(c1=0)[nHInc2C(=0)N[C@]3(CCOcAc3ce(ccd)Cl)C(=0)Ne5encebeseeees

RUN7629

-0.76

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-120282_4 1 1

Cnlcc(nn1)COCCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedence5eaccees

RUNS527

-0.76

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-90206_1 1 1

RUN3861

-0.76

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-141809 1 2 1

INC(=0)[C@H] (=0)(=0)CCE

RUN7591

-0.76

0.34
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sprint-5-dimer-x11498-dimer-neutral

EN300-6498351 3 1 1

Y
Z

HN (0]

H [ITH
N‘/

EN300-195790 1 1 1

Y
v

HN O
HO LH oo
Nﬁs
. o] o]
-

“~oH

EN300-08259 1 1 1
Y
Z

HN (0]
©]

A

N

EN300-17381 2 2 1

NN
Z

HN (@]
/'.Oo
(0]
H.N
O
(@]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6498351 3 1 1

Ccle(n(en1)C)C(=0)NCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedence5eaccees

RUN7355

-0.76

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-195790 1 1 1

clccc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CC(=0)N[C@@H](CCO)CO

RUN7483

-0.76

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-08259 1 1 1

cleeec2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)OCC(=0)NCCCNSCCCC5=0

RUNS5719

-0.76

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-17381 2 2 1

C[C@H](C(=0)N)OC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3enceac3ccccd

RUN7280

-0.76

0.23
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sprint-5-dimer-x11498-dimer-neutral

EN300-305282 3 1 1

Y
P
\o
HJ'...
o\ \
EN300-1600517 1 1 1
NN
~Z

.

A NI

EN300-02067 3 1 1
NN
Z

HN O

ge

S“‘\

/° )
EDG-MED-balac7b9-14 8
NN
Z

HN O
1[0 NH/+\\ N
N
Vel R
N

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-305282_3_1 1

COC[C@@H](C(=0)NCC[C@]1(CCOc2clce(cc2)Cl)C(=0)Ne3encedc3ccecd)OC

RUN7686

-0.75

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1600517_1 1 1

clcec2c(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)OC[C@@H](CO)F

RUNS5711

-0.75

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-02067 3 1 1

C[C@@H](COC)NC(=0)COCC[C@]1(CCOc2c1ce(cc2)Cl)C(=0)Ne3enceac3ccecd

RUN6625

-0.75

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-balac7b9-14_8

C[N@]1CCN(C[C@H]1C#N)C(=0)C[C@]2(CCOc3c2cc(cc3)Cl)C(=0)NedenceSeaceees

RUN2487

-0.75

0.30

- 392 -



KAD-UNI-8a629ch0-44 2

W
g
HN (¢]
o /..o
&
< S (0]
N

KAD-UNI-8a629cb0-47_1

NN
2
HN (©]
H [lu
N (e]
gy °
\N

EN300-6493060 1 1 1

NN
P/

i

EN300-43206_1 1 1

Y

o

T
AR .\\
‘\

Z

HN o)
H
N
o)
I h«
o)
=N
U ) )

sprint-5-dimer-x11498-dimer-neutral

CID: KAD-UNI-8a629cb0-44 2
SMILES: CS(-0)-=OIN@ICCIC@@HICOCCIC@I(CCO )0
RUN: RUN1980
DDG (kcal/mol): -0.75
dDDG (kcal/mol): 0.34
CID: KAD-UNI-8a629cb0-47_1
SMILES: Cnice(nn1)CC(=0INCCIC@I2(CCOc3c2ec(ccd)CHC(=0)NeAenceSedceees
RUN: RUN2028
DDG (kcal/mol): -0.75
dDDG (kcal/mol): 0.32
CID: EN300-6493060_1 1 1
SMILES:
RUN: RUN7538
DDG (kcal/mol): -0.75
dDDG (kcal/mol): 0.26
CID: EN300-43206_1 1 1
SMILES: C166626(c1)cnce2NC(=0){C@@I3(CCOcAc3Ic(csA)CINC(-OICIN@IECCCS5(-0)=0
RUN: RUN3880
DDG (kcal/mol): -0.75
dDDG (kcal/mol): 0.32
- 393 -




sprint-5-dimer-x11498-dimer-neutral

EN300-66518 1 1 1
NN
Z

HN O

H
N
[\ ,
HN N\C loe,
z \/ N
(@) O

EN300-28871 1 1 1

NN
/
N;N\ N
g/N\/\«o o
EN300-6734977 2 1 1
NN
Z

@
H
N
)\/llu
O

)

MIC-UNK-45817b9b-1 1

NN
Z

HN (@]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-66518_1 1 1

clece2c(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)CC(=0)NSCC(C5)n6enen6

RUN7541

-0.75

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-28871 1 1 1

clecc2ce(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)NC(=0)CCn5cenn5

RUN4159

-0.75

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6734977 2 1 1

clcee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)ICCC(=0)NC56CC(C5)0CE

RUNS757

-0.75

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-45817b9b-1_1

clccec2c(cl)ence2NC(=0)[C@@H]3CC(=0)Nc4c3cc(ccd)Cl

RUN1166

-0.75

0.29
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sprint-5-dimer-x11498-dimer-neutral

PET-UNK-29afea89-2 1 1

CC
o5\

EN300-255496_3 1 1

CC

e
Sy
o~

EN300-332838 1 2 1

AN
Z

R

EN300-4698402 1 1 1

se

ez

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-29afea89-2_1 1

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

RUNG6744

-0.75

0.13

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-255496_3_1 1

RUN4904

-0.74

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-332838 1 2 1

CN1[C@H](COC1=0)C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Neacnee5edccecs

RUNS338

-0.74

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-4698402_1 1 1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)NC(=0)[C@@H]5C[C@H]SF

RUN4871

-0.74

0.18
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sprint-5-dimer-x11498-dimer-neutral

EN300-128463 4 1 1

NN
/
\H
HN o
0

H
N
© \\/"“

EN300-51257 3 2 1

NN
Z

HN (©]

H [ITH
N e /

\O

l i
o
o

EN300-23214 2 2 1
NN
Z

/lu
A

EN300-28113 2 2 1

NN
P/

HN o
o
/'..o
o
HaN N
o
o)

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-128463 4 1 1

CNC(=0)CC(=0)NCCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enceac3ececd

RUN3422

-0.74

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-51257 3 2 1

C[C@H](C(=0)NCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nec3enccdc3ccccd)OC

RUNS745

-0.74

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-23214 2 2 1

CCCNC(=0)[C@H](C)NC(=0)COC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3encedc3ceecd

RUN3956

-0.74

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-28113 2 2 1

C[C@H](C(=0)N1CCC(CC1)C(=0)N)OC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedenceseaceecs

RUNG6745

-0.74

0.34
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sprint-5-dimer-x11498-dimer-neutral

EN300-155362_1 4 1
NN
P
I?-(O O

EN300-67439 1 1 1

EN300-68875 3 1 1

NN
P/
HN 0

EN300-155362 3 4 1

Y
/
HN o
S
N H [ITH
N e /
E."
(e} N @)
H o]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-155362_1 4 1

C[C@H]1CC(=0)N[C@H]1C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Neacnce5edceees

RUN4432

-0.74

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-67439 1 1 1

CC[C@@H]1C(=0)NCCN1C(=0)C[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedcncesedccees

RUNG6067

-0.74

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-68875 3 1 1

CNS(=0)(=0)CCCOCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3enceac3ccecd

RUNG6409

-0.74

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-155362_3_4 1

C[C@H]1CC(=0)N[C@H]1C(=0)NCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedcnee5edccees

RUN4891

-0.73

0.31

- 397 -



sprint-5-dimer-x11498-dimer-neutral
EN300-114593 1 1 1

CID: EN300-114593 1 1 1
S M I L ES clece2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)NC(=0)c5ennéesecen6
NH RUN: RUNG6036
H DDG (kcal/mol): -0.73
dDDG (kcal/mol): 0.22
EN300_221518—2—1—1 CID: EN300-221518 2 1 1
NN
/ SM I L ES clecc2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cec(cc4)Cl)COCCCO
HN 0 RUN: RUN4390
/,,“ DDG (kcal/mol): -0.73
/\/\ °
HO o} dDDG (kcal/mol): 0.26
EN300_00271—1—2—1 CID: EN300-00271 1 2 1
NN
/ SM I L ES: C[C@H](C(=0)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enceac3ceccd)NC(=0)N
HN 0 RUN: RUN4830
. = N DDG (kcal/mol): -0.73
|
H.N H ¢} o) dDDG (kcal/mol) 0.24
EN300-25 960_2_1_1 CID: EN300-25960 2 1 1
Y
/ S M I L ES cleec2c(cl)ence2NC(=0)[C@@]13(CCOc4c3cc(ced)Cl)ICNC(=0)C5(CCCC5)0
HN © RUN: RUN4139
o) /,E@ DDG (kcal/mol): -0.73
N
H
oH o dDDG (kcal/mol):
- 398 -
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sprint-5-dimer-x11498-dimer-neutral

EN300-193679 1 2 1

AN
Z

HN 0
OH H i
Nﬁ«
0

EN300-123623 1 1 1

Y
A

HN 0
H oo
L/N
% o o
N
r 4
mn” o

2

EN300-103979 1 1 1
NN
Z

EN300-1179673 3.1 1

NN
/
HN O
H lllo
N
H.N o
(o]
(e}

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-193679 1 2 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cec(ced)CCC(=0)NCIC@]5(CCCOCE)0

RUNG6173

-0.73

0.39

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-123623_1 1 1

C[C@@H](CNC(=0)C[C@]1(CCOc2clec(cc2)Cl)C(=0)Ne3encedc3eceed)S(=0)(=0)N

RUNS871

-0.73

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-103979 1 1 1

cleec2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)CIINC(=0)c5ecbe(nc5)OCC(=0)N6

RUN6691

-0.73

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1179673 3 1 1

cleee26(c1)ence2NC(=0)[CR@I3(CCO )CCNC(=0)C (=N
RUNG6147
-0.73
0.29
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sprint-5-dimer-x11498-dimer-neutral

ALP-UNI-76695c4f-10_1

NN
Z

HN O

HN LI
N
O O

EN300-6736413 4 2 1
NN

0."'

".00

EN300-126389 1 1 1

AN
Z

HN (@]

EN300-253462 3 1 1

NN
2

HN

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

dDDG (kcal/mol):

ALP-UNI-76695c4f-10_1

RUN2023

-0.73

0.39

ZT

CID:

SMILES:
RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6736413 4 2 1

clcce2e(cl)encc2NC(=0)[C@ @]3(CCOc4c3cc(ccd)Cl)CCCO[C@H]SCCNC5=0

RUN4982
-0.73

0.31

CID:

SMILES:
RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-126389 1 1 1

clece2e(c1)ence2NC(=0)[C@@13(CCOc4c3cec(ced)CNC(=0)[C@@H]SCOC(=0)NS

RUN6114
-0.73

0.21

CID:
SMILES:
RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-253462_3 1 1

1CIC@@HILC(=

RUN3917

-0.72

0.37

- 400 -



sprint-5-dimer-x11498-dimer-neutral

EN300-1588613 3 2 1

AN
P

HN (¢]

loo
H
H NJ
“l ..,«
(o]
o}

EN300-33478 3 1 1

AN
A
HN 0
AN H /'..o

o

EN300-366278 2 1 1

EN300-312450 1 1 1
RN
~

0 / \N

HN (@]

§

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1588613 3 2 1

RUNG6318

-0.72

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-33478 3 1 1

CCNIC[C@@H](CC1=0)C(=0)NCCIC@]2(CCO )C(=0)

RUN7415

-0.72

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-366278 2 1 1

clece2e(cl)encc2NC(=0)[C@@]3(CCOc4c3ec(ce4)Cl)CCC(=0)NSCC(=0)NCC56COCE

RUNG500

-0.72

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-312450 1 1 1

clecc2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)ClINC(=0)c5cenc(n5)N6CCOCCE

RUNS071

-0.72

0.30

- 401 -



sprint-5-dimer-x11498-dimer-neutral

EN300-365993 1 4 1
ANV

HN O

[ITH
N
(0]

FRA-DIA-b66f7109-3 1 1

“e g

EN300-154693 1 1 1

NN
s

HN O
H
N
O
o O
—
H

EN300-122849 1 2 1

NN
\\{“(} gj

\,o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-365993 1 4 1

(0)(=0)CIC@HI6CS

RUN3273

-0.72

0.39

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

FRA-DIA-b66f7109-3_1 1

clecc2c(cl)ence2NC(=0)[C@H]3CCOc4c3cc(cc4Cl)O[C@@H]5CC(=0)N5

RUNS5111

-0.72

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-154693 1 1 1

CNC(=0)CCCCC(=0O)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3enceac3ececd

RUNS907

-0.72

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-122849 1 2 1

clcee2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)CC(=0)NSCCOC[C@H]5c6ncon6

RUNG6643

-0.72

0.26

- 402 -



sprint-5-dimer-x11498-dimer-neutral

EDG-MED-90036822-29 1
NN
Z

HN O
H
\\«N
L)
N
HO®
(@] (@]

EDG-MED-90036822-38 2
AN
Z

OH

\t N
H
2
N F H
\+«N
F o) o)

EN300-2923949 1 3 1

NN
P/

HN (©]
HO H
N
O O
OH

EN300-157776_1 4 1

NN
Z

HN O

o¥a

HO

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-29_1

C[C@H](C(=0O)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccdc3ceceed)O

RUN1536

-0.72

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-38_2

C[C@H](CNCC(C(=0)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3enceac3ceced)(F)F)O

RUN1665

-0.72

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-2923949_1 3 1

clece(ccl)[C@@HI(C@HI(C(=ON[C@I2(CCO (=0 0)0

RUNG6305

-0.71

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-157776_1 4 1

C[C@H]1CN(C[C@H](01)CO)C(=0)C[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedcnee5edccecs

RUN4202

-0.71

0.37

- 403 -



sprint-5-dimer-x11498-dimer-neutral
EN300-128715 3 1 1

CID: EN300-128715 3 1 1
NN
/ S M I L ES: cleec2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)CCNC(=0)CC(=0)NCC(F)(F)F
RUN: RUNG6400
DDG (kcal/mol): -0.71
dDDG (kcal/mol): 0.29
CID: EN300-25572_3 1 1
/ SM I L ES C[C@@H]1CN(CCO1)C(=0)COCC[C@]2(CCO 1)C(=0)
HN O
RUN: RUN5292
o o [lu
N»\/ K DDG (kcal/mol): -0.71
O*e dDDG (kcal/mol): 0.31
EDG'MED'4C68219f'6_1 CID: EDG-MED-4c68219f-6_1
NN
/ SM I L ES clece2c(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)OCC(=0)N
HN o NH,
s RUN: RUN1498
o O
DDG (kcal/mol): -0.71
o
dDDG (kcal/mol): 0.17
EN300_51961—1—1—1 CID: EN300-51961_1 1 1
AN
/ S M I L ES: CC[C@@H](C)C(=0)NCC(=0)N[C@]1(CCOc2c1ce(cc2)Cl)C(=0)Ne3encedc3cceed
HN O
RUN: RUN4188
N
o} /\« DDG (kcal/mol): -0.71
N
H o o
/\;’)‘ dDDG (kcal/mol);
>
- 404 -

0.26




sprint-5-dimer-x11498-dimer-neutral

EN300-220194 1 3 1

ANV
Z

HN o]
(0] \((H
N
3]
)
HO®
(e} (0]

EN300-78368 1 1 1

AN
s

HN (0]
Qy
OYNH o) o

NH,

MAT-POS-de59a476-6_2

Y
v

v

EN300-66082 3 1 1
NN
P

HN O

H N
' HN- /
N (e}
H o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-220194 1 3 1

C[C@@H]([C@H](C(=0)N[C@]1(CCOc2c1cc(cc2)Cl)C(=0)Ne3enceac3ecec4)0)OC

RUNS5162

-0.71

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-78368_1 1 1

clecc2ce(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce)ClINC(=0)C5(CCCCC5)NC(=0)N

RUNS704

-0.71

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-de59a476-6_2

clecc2c(cl)ence2NC(=0)[C@H](c3cce(c(c3)Cl)Cl)OCC(=0)NCACC4

RUN2094

-0.71

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-66082 3 1 1

C[C@@H](C(=0)NCC[C@]1(CCOc2clce(cc2)Cl)C(=0)Ne3enccdc3ceccd)NC(=0)C5CCCs

RUNS5982

-0.71

0.35

- 405 -



sprint-5-dimer-x11498-dimer-neutral

DAR-DIA-0d514e7d-30 1 1

@ SMILES:
RUN:

[ITTH DDG (kcal/mol):

dDDG (kcal/mol):

CID:

DAR-DIA-0d514e7d-30_1_1

C[C@@]1(c2cc(ccc20CC1(C)C)Cl)C(=0)Ne3enccdc3ceecd

RUNS5116

-0.71

0.26

EN300-221518 4 1 1
Y
Z SMILES:

HO

\\\\ RUN:

DDG (kcal/mol):
'l.o

dDDG (kcal/mol):

CID:

EN300-221518 4 1 1

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

RUNS5952

-0.71

0.27

EN300-101197 2 1 1

SMILES:

RUN:
/lu
‘(} DDG (kcal/mol):

dDDG (kcal/mol):

/

CID:

EN300-101197 2 1 1

cleee2c(c1)encc2NC(=0)[C@@]3(CCOc4c3ec(ced)Cl)CNC(=0)CCe5[nH]nenS

RUN4964

-0.71

0.27

EN300-148421 1 1 1

SMILES:

RUN:
‘ Z DDG (kcal/mol):
dDDG (kcal/mol):

CID:

EN300-148421 1 1 1

clcce2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)NC(=0)[C@@]5(CCOC5)0

RUNG009

-0.71

0.31

- 406 -



sprint-5-dimer-x11498-dimer-neutral

EN300-367589 1 1 1

NN
2

HN o)
o)
Y\\ oo
HN N
Z 7 o) o)
o

EN300-1264816 1 2 1

NN
Z

HN O

(e}
\N H /'lh
0.'./
(0] (0]

MAT-POS-3b92565d-3 1

NN
5

o NH

H
o&&
o}

ED_-GRI-5b13fbe2-61_1

Y
Z
HN 0 Ng,\i
IO
N
Ha

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-367589 1 1 1

cleee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)CC(=0)NSCCC(=0)NCC56COCE

RUN3298

-0.70

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1264816_1 2 1

CN1CCIC@H](C1=0)CNC(=0)CIC@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedencesedccces

RUN7226

-0.70

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-3b92565d-3_1

clccc2c(cl)encc2NC(=0)Ce3cec(ce(c3)Cl)O[C@@H]4CC(=0)N4

RUNS1

-0.70

0.46

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ED_-GRI-5b13fbe2-61_1

clccc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)OCe5en(nn5)[C@@H]6CCINH2+]C6

RUN1462

-0.70

0.27

- 407 -



sprint-5-dimer-x11498-dimer-neutral

EN300-1425608 1 4 1
AN\
Z

OH HN O
[ITH
N
HO
(0] (0]

EN300-01527 3.2 1

N

EDG-MED-90036822-28 1

NN
Z

HN (@)
H
HN
HO
(@] (@)

EN300-195756 2 1 1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1425608_1 4 1

CC=OINSCIC@H](

RUNS567

-0.70

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-01527 3 2 1

clecee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)ICCOCC(=0)NC[C@H]5CCCO5

RUN4512

-0.70

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-28_1

C[C@@H](C(=O)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3enccac3ccecd)O

RUN1543

-0.70

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-195756_2_ 1 1

clcce2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)COC[C@@H]SCCC(=0)N5

RUNG6049

-0.70

0.24

- 408 -



sprint-5-dimer-x11498-dimer-neutral

EN300-97300 1 1 1
AN
~Z

HN (@]

F

-

% H
N

> iy

@) @)

EN300-22880 3 1 1
NN
Z

HN @]

g

P
/ HN 0
o,"
oo
N
’: e} o
~

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-97300_1 1 1

clcee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3ce(ccd)CIINC(=0)[C@ @H]5C[C@@H]5F

RUNS5483

-0.70

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-22880 3 1 1

HI(CE)CEON

RUNG6417

-0.70

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-203293 2 2 1

clcee2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)COC[C@H]SCNC(=0)05

RUN4794

-0.70

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-244713 1 1 1

CO[C@H]ICIC@H](N(CL)C(=0)C[C@]2(CCO! C(=0 0o

RUNS831

-0.69

0.31

- 409 -



sprint-5-dimer-x11498-dimer-neutral

JOH-UNI-6fede743-5_1

Y
F Z "
EN300-122340 3 1 1

OH H [[TH
N e’

ED_-GRI-5b13fbe2-55_1

NN
/
HO
HN o F
-
-
L J
(0] N*
He

HN
)
O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-UNI-6fede743-5_1

clce(cc(c1)Cl)CC(=0)Nc2c3cc(cee3enc2C(F)F)F

RUN1071

-0.69

0.39

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-122340 3 1 1

clcce2c(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CCNC(=0)C5(CCSCC5)0

RUN7050

-0.69

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ED_-GRI-5b13fbe2-55_1

clecc2e(e1)encc2NC(=0)[C@@]3(CCOc4c3ec(ccd)Cl)OCIC@@]5(CINH2+]C[C@@H]5CO)F

RUN1482

-0.69

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-107493 3 2 1

clcee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)ICCNC(=0)[C@H]SCCNC(=0)C5

RUNG6343

-0.68

0.27

- 410 -



sprint-5-dimer-x11498-dimer-neutral

EN300-1699871 3 2 1

NN
Z

HN O

oo
O
0% ..,/
SN

[
0 H

EN300-2008120 2 1 1
NN

EN300-210254 2 1 1

AN
Z

HN o

4
X

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1699871 3 2 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3ec(ced)CCCOC[C@H]SCCS(=0)(=0)NS

RUN6321

-0.68

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-2008120 2 1 1

CIC@HI1[C@H](CCNIC(=0)CC[C@]2(CCOX 1)C(=0) o

RUNG6647

-0.68

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-97300_1 3 1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)INC(=0)[C@@H]5C[C@H]SF

RUN4800

-0.68

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-210254 2 1 1

C[C@@H](CN(C)C(=0)CC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3encedc3ceecd)O

RUNS574

-0.68

0.26

- 411 -



sprint-5-dimer-x11498-dimer-neutral

EN300-196320 1 1 1
Y
Z

EN300-122656_3 2 1

Y
Z

HN o

OH H oo
N
(o]
(]

VLA-UCB-34f3ed0c-10_1

NN
P

HN o]
loo
—— O
\ NH
N/

EN300-53918 1 1 1

NN
P

r\f«@
\‘o( o o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-196320 1 1 1

CC(=0O)N[C@@H](Cclenc[nH]1)C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Neacnce5edceees

RUN6611

-0.67

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-122656_3_2 1

clcce2e(cl)encc2NC(=0)[C@ @]3(CCOc4c3cc(ccd)C)CCNC(=0)[C@)5(CCSC5)0

RUN4125

-0.67

0.43

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-34f3ed0c-10_1

clecc2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)CCCe5cen[nH]5

RUNS70

-0.67

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-53918 1 1 1

cleee2ce(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)CIINC(=0)CCNSCCOC5=0

RUNG6001

-0.67

0.25

-412 -



sprint-5-dimer-x11498-dimer-neutral

EN300-43206 3 1 1
NN
Z

HN (e}

H /l.o
o)
A
Os _N’ « o
K) ’

EN300-7444950 1 1 1

NN
Z
0
HN 0
/
I =

@)

EN300-248888 1 1 1

NN
Z

ZT

1o

LEE-CAM-7ab9b158-4 3
NN o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-43206_3 1 1

cleee2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)CCNC(=0)C[N@]5CCCS5(=0)=0

RUNS5472

-0.67

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7444950 1 1 1

COclce(nenl)CC(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nc4ence5edccees

RUN4311

-0.67

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-248888 1 1 1

CC@@](C=C)(C(=0)N[C@]1(CCOc2clce(cc2)CC(=0)Ne3encedc3ceced)O

RUNS908

-0.67

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LEE-CAM-7ab9b158-4_3

RUN2079

-0.67

0.46

- 413 -



sprint-5-dimer-x11498-dimer-neutral

CHO-MSK-a3lcca77-3 1

NN
P/

4‘(@
L/

EN300-21258 2 1 1

NN
CC
HN O
HO
A\

EN300-19542 2 2 1
NN
~Z

/'llo
N
H

HO

EN300-296237 2 2 1

se

ANV
Z
OYNH .

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CHO-MSK-a31cca77-3_1

clecc2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)CC(=0)Ne5neenn5

RUN2054

-0.67

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-21258 2 1 1

clecc2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)COCCO

RUNG6798

-0.67

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-19542 2 2 1

C[C@H](C(=0O)NC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccdc3ceeccd)O

RUNG6504

-0.66

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-296237 2 2 1

cleec2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)CCC(=0)N[C@H](CO)C(F)(F)F

RUN7068

-0.66

0.50

- 414 -



sprint-5-dimer-x11498-dimer-neutral

EN300-1911992 3 3 1

EN300-743350 1 1 1
NN
.

==

EN300-30480 1 1 1
NN
Z

HN O
(@)
H
N \ N
—
(0] O

EN300-1262640 4 1 1
NV

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1911992 3 3 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3ec(ced)CCCOCIC@@H](C@HISCCOCS)0

RUN6212

-0.66

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-743350_1 1 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3ce(ced)Cl)CC(=0)NCECCH(C5)CCNCE=0

RUN6111

-0.66

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-30480_1 1 1

Cnlcce(cc1=0)C(=0)N[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Ncacncc5cdccees

RUNG6061

-0.66

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1262640 4 1 1

CC(CINC(=0)C(=0)NCCCIC@]1(CCOc2clce(ce2)CC(=0)Ne3encedcdecccd

RUNS427

-0.66

0.31

- 415 -



sprint-5-dimer-x11498-dimer-neutral

EN300-110423 3 1 1

NN
P

HN

(e}
o H loo
HN o
(@]

o

EN300-7444533 1 4 1

AN
/
HN o
o
0 §
o o

MIC-UNK-bcd487e9-9 1
NN
P
; 9

/
EN300-248352 1 1 1

NN
Z
HN o
H
N

N 4

N—
OM

N
O O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-110423 3 1 1

Ccle(c(=0)[NH]o1)C(=0)NCC[C@]2(CCO 1)C(=0;

RUN4893

-0.66

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7444533 1 4 1

C[C@H]1C[C@H](C(=0)01)C(=0)N[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Nedenceseaceees

RUNS5202

-0.66

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-bcd487e9-9_1

Cnlcc(nnl)CN(c2ccec(c2)Cl)C(=0)Nc3cnccdc3ccecd

RUN498

-0.65

0.39

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-248352_1 1 1

Cnlc(ce(=0)[nH]1)C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)NedenceSedocees

RUN3668

-0.65

0.21

- 416 -



sprint-5-dimer-x11498-dimer-neutral

EN300-1708899_1 1 1

O

P

EN300-67533 1 2 1

ANV
Z
HN

EN300-160143 1 1 1

EN300-182124 2 1 1

=

/lu

\O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1708899 1 1 1

C(=ONCIC@@HISCIC@@H](CCO5)0

RUN7638

-0.65

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-67533_1 2 1

clcce2e(cl)encc2NC(=0)[C@ @]3(CCOc4c3cc(ced)Cl)CC(=0)NC[C@H](C5CC5)0

RUN4009

-0.65

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-160143 1 1 1

CNICCCN(CC1=0)C(=0)C[C@]2(CCOc3c2cc(ce3)CIIC(=0)Nedence5edceees

RUN3975

-0.65

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-182124 2 1 1

COC1(CC1)C(=0O)NC[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Ncdence5eaccees

RUN4843

-0.65

0.26

- 417 -



sprint-5-dimer-x11498-dimer-neutral

EN300-220194 2 1 1

CID: EN300-220194 2 1 1
NN
/ SM I L ES C[C@@H]([C@@H](C(=0)NC[C@]1(CCOc2clcc(ce2)Cl)C(=0; 0)0C
AN ° RUN: RUNG6556

(@]
/"u DDG (kcal/mol): -0.65
N
~o b © dDDG (kcal/mol): 0.32

EN300-41473 1 1 1

CID: EN300-41473 1 1 1
Y
/ SMILES: CIC@@H](C(=0)N[C@]1(CCO! (=0 [NH+]5CCOCC5
HN O
RUN: RUN4444
N
H DDG (kcal/mol): -0.65
(\ NH*
o o
5 ) dDDG (kcal/mol): 0.35
EN300-17381_4_2 1 CID: EN300-17381_ 4 2 1
NN
/ SM I L ES C[C@H](C(=0)N)OCCC[C@]1(CCOc2clce(cc2)Cl)C(=0)Ne3enceac3ececd
(0]
NH.
RUN: RUNA4840
DDG (kcal/mol): -0.65
dDDG (kcal/mol): 0.30
EN300-1387104_1 2 1 CID: EN300-1387104 1 2 1
NN
/ SM I L ES: clcec2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)CIINC(=0)[C@H]5CCS5(=0)=0

HN 0 RUN: RUN3053
O\‘ f'o

H DDG (kcal/mol): -0.64
w o dDDG (kcal/mol): 0.29

- 418 -



sprint-5-dimer-x11498-dimer-neutral

ED_-GRI-5b13fbe2-56_1

NN
N
HN (@] \ NH
(@]
(@]

MAT-POS-281d2ee9-2_1

N
P
0 NH
NE \EN
(W
h

EDJ-MED-fcba3f31-4_1

CC
I

EN300-210552_1 1 1

N
P
HN 0
OH H
N
N
OJ\

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ED_-GRI-5b13fbe2-56_1

clcec2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)OCCe5n[n-Inns

RUN1427

-0.64

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-281d2ee9-2_1

clccc2c(cl)encc2NC(=0)Cce3cc(cc(c3)Clycd[nH]ncn4

RUN1721

-0.64

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-fcba3f31-4_1

cleec2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)COC[C@@H](CF)O

RUN2384

-0.64

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-210552_1 1 1

CC(=0)N1CCC[C@@](C1)(C(=0)N[C@]2(CCO! 1)C(=0 o

RUNS879

-0.64

0.31

- 419 -



sprint-5-dimer-x11498-dimer-neutral

EN300-73507_1 1 1

NN
P

HN (¢]
H
OmN
o o
N
Hf H

(0]

ALP-UNI-dbbfd3db-4_1

NN

EN300-741822 1 2 1

ANV
P

HN O
H /lu
N
HO ¢] o

HO

EN300-6478432 1 1 1

NN
5

HN (©]
N
o
¥
’N; ,‘NH

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-73507_1 1 1

CC(=0)NCCNC(=0)CCC(=0)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3encedc3ceecd

RUNS5896

-0.64

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-dbbfd3db-4_1

Cc1nc2n(n1)C[C@@H](CC2)C(=0)N[C@]3(CCOc4c3cc(ccd)Cl)C(=0)Ne5enceéesecect

RUN2600

-0.64

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-741822 1 2 1

RUNS507

-0.63

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6478432_1 1 1

Cn1c(nn(c1=0)CC(=0)N[C@]2(CCO! 1)C(=0) 6CCH

RUNS5158

-0.63

0.42

- 420 -



sprint-5-dimer-x11498-dimer-neutral

EDG-MED-balac7b9-27 5

ANV
Z

EN300-188582 1 1 1

NN
Z

HN O

HO
P
-
L d

Ot

ALP-UNI-dbbfd3db-6_3

NN
2

HN o
H
N
o .
¢ o
o o
C\‘)

EN300-23317 3 1 1

Y
2

HN

O»\(O\/lu
/OfH

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-balac7b9-27_5

RUN2553

-0.63

0.63

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-188582 1 1 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOcAc3cee(ced)C)CC(=0)NSCCCIC@@H](C5)0

RUN4759

-0.63

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-dbbfd3db-6_3

INC(=0)[C@@H (FO)N6CCCCH

RUN2616

-0.63

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-23317 3 1 1

C[C@@H](C(=0)NCCOC)OCC[C@]1(CCOc2clce(cc2)Cl)C(=0)Ne3enccac3ccecd

RUNS5994

-0.63

0.41

-421 -



sprint-5-dimer-x11498-dimer-neutral

EN300-295515 1 2 1
N
Z

HN o
HO
b ~(llu
N
e} 0]

EN300-1664865 3 1 1

AN
Z

N?N\N_’

Y
2

HN (e}
N H
O’\ N
M
(e} O
0&Zs=o

I
EN300-149975 1 1 1
NN
Z

HN o]
HO
H
EH N
(e} (0]

HN (0]
=l H [ITH
N‘/
O
(©]

EN300-1987964 1 1 1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-295515 1 2 1

clcee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3ce(ccd)Cl)CC(=0)NSCC[C@H](C5)0

RUNG6156

-0.63

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1664865 3 1 1

Cnlc2¢(nn1)CCCIC@@H]2C(=0)NCC[C@]3(CCOc4c3cc(ced)Cl)C(=0)Ne5encee5eoecs

RUN3479

-0.63

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1987964 1 1 1

CS(=0)(=0)Celec(no1)C(=0)N[C@]2(CCOc3c2cc(ce3)ClC(=0)Nedencesedccces

RUNS749

-0.63

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-149975 1 1 1

clcce2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)NC(=0)C5(CCC5)CO

RUNS3549

-0.63

0.25

- 422 -



sprint-5-dimer-x11498-dimer-neutral

EN300-132157 2 2 1

ANV
P

HN (¢]

EN300-1604607 1 1 1

NN
Z

HN O

NN
/
HN 0
)
(J
/J’OH

MAT-POS-9ff17035-2_1

o
g

NN
Z
(o] NH
“I
HN
(o]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-132157 2 2 1

C[C@]1(CC(=0)NC1)C(=0)NC[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Ncdcnce5edceees

RUN4111

-0.63

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1604607_1 1 1

clccc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)CIINC(=0)C56CC(C5)0Ch

RUN3837

-0.62

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-185378 1 1 1

C[C@@H](CO[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccac3cececd)O

RUN7459

-0.62

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-9ff17035-2_1

clcece2ce(cl)encc2NC(=0)Cce3cc(cc(c3)Cl)Ocdccec(=0)[nH]4

RUN101

-0.62

0.40

- 423 -



sprint-5-dimer-x11498-dimer-neutral

EN300-305996 1 1 1

EN300-305996_1 1 1

cleee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)CIINC(=0)[C@H]SCOC(=0)NS

RUNG808

-0.62

0.22

CID:
AN
Z SMILES:
HN o RUN:
© H
YN y DDG (kcal/mol):
O\)—«
o o dDDG (kcal/mol):
EN300-6736413_4_1_1 o
NN
~Z SMILES:

ZT

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6736413 4 1 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cec(ced)C)CCCO[C@@HISCCNC5=0

RUN3792

-0.62

0.32

JAG-UCB-706446eb-8 1
NN
Z SMILES:

NZ° RUN:
HN* 1o DDG (kcal/mol):
o dDDG (kcal/mol):

CID:

JAG-UCB-706446€eb-8_1

clcee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)Cebecee(c5)C[NH3+]

RUNS63

-0.61

0.30

EN300-1241327 4 1 1
NN

= . //\O SMILES:
N\// RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

EN300-1241327 4 1 1

clece2c(c1)ence2NC(=0)[C@@]3(CCO4c3cec(ced)C)CCCOCC(=0)NSCCOCCS

RUNS509

-0.61

0.31

- 424 -



sprint-5-dimer-x11498-dimer-neutral

BEN-DND-c852¢98b-1_1

ANV
Z

HN (@]

EN300-66770 3 1 1
Y
y/

HN O

H /llo
N

/N Y o
EN300-31184 1 2 1
AN
s

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

BEN-DND-c852c98b-1_1

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

RUN1086

-0.61

0.05

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-66770_3 1 1

CNC(=0)C1(CC1)C(=0)NCCIC@]2(CCOe3c2cc(ce3)ClC(=0)NedenceSedccces

RUNS5453

-0.61

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-31184 1 2 1

C[C@H](C(=O)N[C@]1(CCOc2c1ce(cc2)Cl)C(=0)Ne3enceac3ccced)NC(=0)C(C)C

RUN3759

-0.61

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ED_-GRI-5b13fbe2-50_3

clcee2e(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)OC[C@@H]5C[C@]5(CHN)C(=0)[0-]

RUN1447

-0.61

0.41

- 425 -



sprint-5-dimer-x11498-dimer-neutral

EN300-262204 3 1 1

\N
/
HN O
o H /l .
N
(e]
o [6)
XY
-

ALF-EVA-5b152d2f-3 1

NN
Z

HN O

EN300-77778 4 1 1

(6]
L]

EDJ-MED-d203f206-25_1

NN
Z

Jovier

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-262204 3 1 1

CS(=0)(=0)CC1(COC1)C(=0)NCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedence5caceees

RUNS3050

-0.61

0.48

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALF-EVA-5b152d2f-3_1

clcc2ence(c2cclClNC(=0)[C@@H]3CCCOc4c3cc(cc4)Cl

RUN2174

-0.61

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-77778 4 1 1

RUN7562

-0.60

0.42

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-d203f206-25_1

clcee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CC(=0)NSCCO[C@@H](C5)CH#N

RUN2408

-0.60

0.25

- 426 -



sprint-5-dimer-x11498-dimer-neutral

EN300-1439991 1 1 1

EN300-814032 2 1 1

EN300-761618 1 1 1

Y
Z
e

HN . O
~
(6]
(6]
¢}

EN300-378316 3 1 1

NN
Z

HN O

T N/)\/OJ

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1439991 1 1 1

Cn1nc(c(n1)Br)C(=0)N[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Ncdcncc5edceecs

RUN3414

-0.60

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-814032 2 1 1

Cn1c(=0)n2c(n1)CN(CC2)C(=0)CC[C@]3(CCOc4c3cc(ced)Cl)C(=0)Ne5encebeseeeet

RUNG6840

-0.60

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-761618_1 1 1

clcce2ce(c1)encc2NC(=0)[C@@]3(CCOc4c3ec(ce4)Cl)OCC(=0)Ne5ecenns

RUNG6037

-0.60

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-378316_3_1 1

cleee2e(cl)encc2NC(=0)[C@@]3(CCOx 1)CCOCC5[NH]nc6[n+]5¢cc[nH]c6=0

RUN4789

-0.60

0.37

- 427 -



sprint-5-dimer-x11498-dimer-neutral

EN300-217494 3 1 1

NN
P/

HN O

H [T
N§/
(e}
Dﬂ !
HO o)

EN300-10414 3 1 1
Y
.

HN (0]

K 0

[ITH
JQL"~I/C
>
o
O

Iz

DAR-DIA-e7614d05-1 1

Y
2
HN 0 F
--!\"- F
(0]
F

EN300-71558 3 1 1

AN
Z

HN O
\ 0

o {
N [ITH
H
: N'-//I
O
O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-217494 3 1 1

C[C@@]([C@@H]1CCOC1)(C(=0)NCC[C@]2(CCO: 1)C(=0; o

RUN4074

-0.60

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-10414 3 1 1

CIC@@]1(CCS(=0)(=0)C1)NC(=0)COCCIC@]2(CCO )C(=0;

RUNS5456

-0.60

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-e7614d05-1_1

clecc2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)OC(F)(F)F

RUN2310

-0.60

0.15

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-71558 3 1 1

COC(=0)NCCC(=0)NCC[C@]1(CCOc2c1ee(ce2)Cl)C(=0)Ne3encedc3ccocd

RUN4452

-0.60

0.31

- 428 -



sprint-5-dimer-x11498-dimer-neutral

EN300-7543132 1 1 1

NN
/ ~
— NH*
HN o)
N H
I\ §
"X
o) o

EN300-366050 1 1 1

ANV
2

HN O

EN300-30768 1 3 1

NN
2
EN300-30419 3 1 1
NN
P

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7543132_1 1 1

C[NH+](C)CCnlce(nn1)C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncdcnce5edccees

RUN7062

-0.60

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-366050_1 1 1

CCIC@@H](Cnlce(nn1)C(=0)N[C@]2(CCO 1)C(=0] o

RUNS177

-0.60

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-30768_1 3 1

C[C@@H]1C[C@H]1C(=0)NCC(=O)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)NcdcnceSedccees

RUNS5174

-0.60

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-30419 3 1 1

CS(=0)(=0)NCC(=0)NCC[C@]1(CCOc2clce(cc2)Cl)C(=0)Ne3enccdc3ceecd

RUNS360

-0.60

0.39
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sprint-5-dimer-x11498-dimer-neutral

EN300-6970573 2 1 1
NN

EN300-1253122 1 1 1
NN
Z

HN 0 \N J
»&

(0]

EDJ-MED-d203f206-32_1

NN
Z

<:>‘\ o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6970573 2 1 1

clece2e(c1)ence2NC(=0)[C@@13(CCOc4c3ec(ced)Cl)CCC(=0)NC5(COCS)CF

RUN4132

-0.60

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-70487 2 1 1

Cel[nHInc(n1)CNC(=0)CCIC@]2(CCOe3c2co(ce3)Cl)C(=0)NedenceSedocees

RUNS5412

-0.60

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1253122 1 1 1

CCN(C)C(=0)CO[C@]1(CCOc2clce(cc2)Cl)C(=0)Nc3enccdc3ceecd

RUN4763

-0.60

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-d203f206-32_1

RUN2453

-0.60

0.31
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sprint-5-dimer-x11498-dimer-neutral

EN300-1600786_2 1 1

Y
Z
\N HN O
i
\N LITH
/

o

ALP-UNI-3496895b-15 7

H loo
H.N “\
l o
)'..O
o
H

EN300-173006_2 2 1
NN
s

/

e
(0]

N

,— O

N\\N/N\

EN300-378828 1 1 1

L) =

EN300-1600786_2 1 1

CID:
SMILES: ChLece(NCCOCIC@I2(CCO83020c(ccd)CC(=0)NeAenceSedcoces
RUN: RUN5164
DDG (kcal/mol): -0.60
0.28

dDDG (kcal/mol):

ALP-UNI-3496895b-15_7

CID:
SMILES: - .
RUN: RUN2347
DDG (kcal/mol): -0.60
0.26

dDDG (kcal/mol):

EN300-173006_2_2 1

CID:
SMILES: CIC@HI(EINNINLC)OCICOIA(CCOM32c0(ce3)CC(=0)Nedencc5eAccacs
RUN: RUN3911
DDG (kcal/mol): -0.59
0.29

dDDG (kcal/mol):

EN300-378828 1 1 1

CID:
SMILES:
RUN: RUN7725
DDG (kcal/mol): -0.59
0.27

dDDG (kcal/mol):
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sprint-5-dimer-x11498-dimer-neutral

EN300-91905 1 1 1
NN
Z

HN (@)
H
HN
HO
(@) (@)

EN300-6498351 1 1 1
NN
Z

’\i (0] (0]

ED_-GRI-5b13fbe2-16_1

NN
b N
T
HN o —

NH3;

EN300-365993 1 1 1
ANV
~Z

(@] HN (@]
"
o= !
[ITH
Nﬁs
H
(0] (6]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-91905 1 1 1

C[C@@H](C(=O)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3enceac3ececd)O

RUNG583

-0.59

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6498351 1 1 1

Cclc(n(cn1)C)C(=0)N[C@]2(CCOc3c2cc(cec3)Cl)C(=0)Ncdence5caceees

RUN3979

-0.59

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ED_-GRI-5b13fbe2-16_1

RUN1458

-0.59

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-365993 1 1 1

CC(= 0)CIC@@HIBCS

RUNG6242

-0.59

0.42
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sprint-5-dimer-x11498-dimer-neutral

EDG-MED-90036822-81_1

AN
Z

HN 0
5 H
N
HoN*
o) o)

ALP-POS-fab80cf2-1 2

EN300-378343 1 1 1

NN
A

HN (o]
loo
N
O O
OH

EDG-MED-balac7bh9-26_2
Y

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-81_1

clcce2e(cl)ence2NC(=0)[C@ @]3(CCOc4c3cc(ccd)CINC(=0)[C@@H](CCSC[NH2+]C5)F

RUN1644

-0.59

0.51

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-fab80cf2-1_2

clece2ce(cl)encec2NC(=0)Ce3ec(ce(c3)Cl)C([C@H]4CC(=0)N4)(F)F

RUN1365

-0.59

0.47

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-378343 1 1 1

clecc2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce)Cl)CC(=0)NSCC=C[C@@H]5CO

RUNS5959

-0.59

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-balac7b9-26_2

RUN2592

-0.59

0.43
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sprint-5-dimer-x11498-dimer-neutral

EN300-222145 1 1 1
NN
Z

HN o

H
N §
°
o’ SN
H o)

EN300-186943 3 1 1

AN
P

HN O

BEN-DND-c852¢c98b-4 1
Y
~Z

HO

HN O

EDG-MED-90036822-38 1
AN
Z

OH
) HN

o)
\\\
H
N* E H
\+«N
F o) o)

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-222145 1 1 1

cleee2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)CIINC(=0)[C@H]SCNC(=0)NS

RUN3854

-0.59

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-186943 3 1 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cec(ced)C)CCNC(=0)CNSCCOCC5=0

RUNS5349

-0.59

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

BEN-DND-c852c98b-4_1

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

RUN1097

-0.59

0.04

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-38_1

C[C@@H](CNCC(C(=O)N[C@]1(CCOx 1)C(=0! 0

RUN1664

-0.59

0.41
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sprint-5-dimer-x11498-dimer-neutral

EN300-155589 1 1 1

NN
Z

HN O
H
N
OH
~ Y
(e}

ALF-EVA-0b412456-8 2

NN
5

H,N*
: o NH

EN300-301690 3 1 1

Y
5

HN (¢]

< i 20
EN300-199359 1 1 1
Y
~Z

HN O
H
i(N
HO
(0] (6]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-155589 1 1 1

CC(=0)OC(C)(C)C(=0)N[C@]1(CCOc2clce(cc2)Cl)C(=0)Ne3encecdc3ceecd

RUNG6175

-0.59

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALF-EVA-0b412456-8_2

clec2ence(c2cc1C3CINH2+]C3)NC(=0)Cedcc(cc(c4)Cl)O[C@HISCC(=0)NS

RUN2568

-0.59

0.43

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-301690_3_1 1

CS(=0)(=0)[N@@]1CC[C@@H](C1)OCCIC@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedence5eaceees

RUNS5198

-0.58

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-199359 1 1 1

CC(O)[C@@HI(C(=0NIC@IL(CCOR2c1ec(cc2)CIC(=0 )0

RUN6139

-0.58

0.24
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sprint-5-dimer-x11498-dimer-neutral

EN300-183231 4 1 1
NN
Z

H
N
, HN O
N
\N

(0]
\\/llu

EN300-6498351 3 1 1

Y
Z

HN (0]

H [ITH
N‘/

EN300-7430501 2 1 1

NN
5

HN o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-183231 4 1 1

clece2c(c1)encc2NC(=0)[C@@]3(CCOc4c3ec(ced)Cl)CCCOCCe5n[n-Inns

RUNS5203

-0.58

0.63

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6498351 3 1 1

Ccle(n(en1)C)C(=0)NCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedence5eaccecs

RUN4476

-0.58

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-216673_4 1 1

Cn1c(cnn1)COCCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncdence5eacecees

RUNS5223

-0.58

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7430501_2 1 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3ec(ced)CCNC(=0)[C@@H]SCCn6e(cnn6)C5

RUNG6843

-0.58

0.29
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sprint-5-dimer-x11498-dimer-neutral

EDG-MED-0Oe5afe9d-3 2

Y
Z
(%j

EN300-75342 1 1 1
NN
Z

)

e}

PET-UNK-29afea89-2_1

Y
Z
(%j

EN300-04073 1 1 1
N\N
Z

(0]

\«

o}

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-0Oe5afe9d-3_2

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

RUN2185

-0.58

0.11

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-75342 1 1 1

clecc2ce(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)NC(=0)CCn5cencs

RUN4990

-0.58

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-29afea89-2_1

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

RUNS564

-0.58

0.12

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-04073 1 1 1

CC(=0)NCCC(=0)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccdc3ceeccd

RUNG6694

-0.57

0.28
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sprint-5-dimer-x11498-dimer-neutral

EN300-7493255 1 1 1
Y

=

HN O

o te

HO ~a®
EDG-MED-90036822-87 1
Y
y/

HN 0
F H
N
— NH+
\ F o) o

EN300-7439980 1 1 1
Y

=

HN (@]
(0]
EN300-211482 2 2 1

NN
Z

%0”"’2@
/™ d

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7493255 1 1 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOcAc3ce(ced)C)CC(=0)NSCIC@@H](OCC56CCE)CO

RUN4946

-0.57

0.38

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-87_1

CN(C)CC(C(=O)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccac3cecced)(F)F

RUN1687

-0.57

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7439980 1 1 1

H](CC(=0)N1)C(=

RUNS5180

-0.57

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-211482 2 2 1

C[C@H](C(=0)NC)OC[C@]1(CCOc2clce(cc2)Cl)C(=0)Nec3enccdc3ceecd

RUNS5546

-0.57

0.27
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sprint-5-dimer-x11498-dimer-neutral

EN300-248178 1 1 1

NN
Z
HN o}
\ N
:y
H o) o

EDG-MED-balac7b9-19 3
Y
=

HN (O]

N=

L~
T

EN300-321558 1 1 1

Y
y

HN O
O/\\ N
o N
O O
H;N

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-248178_1 1 1

Cclen[nH]c1C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncdcencc5edceees

RUN3697

-0.57

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-3496895b-4_1

RUN2368

-0.57

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-balac7b9-19 3

C[C@@H]1c2nncn2CCN1C(=0)C[C@]3(CCOc4c3cc(ced)Cl)C(=0)Ne5encebeseeees

RUN2525

-0.57

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-321558 1 1 1

cleec2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)CC(=0)NSCCO[C@@H](C5)CC(=0)N

RUNG6253

-0.57

0.26
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sprint-5-dimer-x11498-dimer-neutral

EN300-254137_1 1 1

s

Pt

VLA-UCB-34f3ed0c-10 1 1

>el
o C

@

EDG-MED-90036822-73 4

e

DAR-DIA-23e5a6a0-9 1

NN
P
HN 0

CID:

SMILES:
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

EN300-254137 1 1 1
L BHICICBHCONGB e CORSaeNCOMercsis
RUN3977
-0.57

0.21

CID:

SMILES:
RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-34f3ed0c-10_1_1
cleec2c(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)CCCebeen[nH]5
RUN4862
-0.57

0.25

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

dDDG (kcal/mol):

EDG-MED-90036822-73_4

INC(=0)[C@H]S[C@H]6!

RUN1595

-0.56

0.35

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

dDDG (kcal/mol):

DAR-DIA-23e5a6a0-9_1

clece2ce(cl)encc2NC(=0)[C@@H]3CCOc4c3ec(cc4C[C@@H]5CCH(CCE)CINH2+]5)CI

RUN406
-0.56

0.40
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sprint-5-dimer-x11498-dimer-neutral

MAK-UNK-8be7dca9-1 1

(\ K N
H2N+\) /

HN o

EN300-305294 1 3 1

NN
Z

HN (©]

H
N
‘\
HOM s
] o o

EN300-217107 3 4 1

NN
Z

HN (©]

NH;

H [ITH
N

EN300-299532 3 1 1

NN
Z

HN o
HO Ty UL
- N
L
R AR
o ©

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-8be7dca9-1 1

clcc2c(cc1CN3CC[NH2+]CC3)encc2NC(=0)[C@@H]4CCOc5c4cc(ce5)Cl

RUN439

-0.56

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-305294 1 3 1

RUN7143

-0.56

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-217107_3 4 1

cleec2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)CCNC(=0)[C@H]5CC[C@H]5C(=0)N

RUN4083

-0.56

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-299532 3 1 1

CC(C)([C@@H](C(=0)NCC[C@]1(CCOc2clee(cc2)Cl)C(=0)Ne3encedc3ceee4)0)O

RUNS305

-0.56

0.28
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sprint-5-dimer-x11498-dimer-neutral

ED_-GRI-5b13fbe2-49 2

NN
b N
o/
HN (@] —
NH3

EN300-114133 3 1 1

NN
2
HN o
“ [lu
N "l(
o)
/Y :: \

O
\‘; /'l.o
SN

(6]

L °

EN300-174603 4 1 1

NN
\O / Z
~N
HN 0
o

\\/llu

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ED_-GRI-5b13fbe2-49 2

cleec2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)OC[C@H](C[NH3+])c5¢n(nn5)CCECCE

RUN1533

-0.56

0.39

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-114133 3 1 1

CCC(=0)N1CC[C@@H](C1)C(=0)NCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedence5eaccees

RUNS353

-0.56

0.45

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-85760_2 1 1

cleee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)CI)CNC(=0)[C@ @H]5CCO5

RUN4378

-0.56

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-174603_4 1 1

CN(C(=0)CCOCCC[C@]1(CCOc2ccc(cc2)Cl)C(=0)Ne3ence4c3eccc4)OC

RUNG6029

-0.56

0.40
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sprint-5-dimer-x11498-dimer-neutral
JAG-UCB-706446eb-5 2 1

CID: JAG-UCB-706446eb-5 2 1
NN
/ SM I L ES: COCCN([C@H]1CCCOC1)C(=0)C[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Neacnece5edccees
HN o)
==o RUN: RUN5511
\\\ oo
‘\\N{ DDG (kcal/mol): -0.56
O
o dDDG (kcal/mol): 0.45
EN300_173006—4—2—1 CID: EN300-173006 4 2 1
AN
/ / N§|il SMILES: CIC@H|(c1NNNN1C)OCCCIC@I2(CCO )C(=0)
N
N\~
RUN: RUN7763
DDG (kcal/mol): -0.55
dDDG (kcal/mol): 0.35
CID: EN300-783124 3 4 1
/ SM I L ES clecc2c(cl)ence2NC(=0)[C@@13(CCOc4c3cec(ccd)Cl)CCNC(=0)[C@H]([C@HISCCOCS)F
HN o]
RUN: RUN3278
,; H [N
% e DDG (kcal/mol): -0.55
o
< o
o dDDG (kcal/mol): 0.27
EN300'39405_1_2_1 CID: EN300-39405_1 2 1
NN
/ SM I L ES: C[C@H](C(=0)N[C@]1(CCOc2c1cc(cc2)Cl)C(=0)Nc3encedc3ceecd)S(=0)(=0)C
HN o RUN: RUNG6453
2 H DDG (kcal/mol): -0.55
Ou /\(
/ o © @) dDDG (kcal/mol):
- 443 -

0.29




sprint-5-dimer-x11498-dimer-neutral

EN300-96001 1 1 1

N
P

HN (0]
H beo
N
N
o (e}
NH,
(0]

JAG-UCB-706446eb-5_1

Y
P/

e

EN300-370753 3 1 1

AN
Z

HN ©]
NH:

© H\/'..'
N

EN300-25386_3 1 1

NN
v

HN o

\N»‘N/ OJ'..
el e

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-96001 1 1 1

CC(C)(C)[C@@H](C(=0)N)NC(=0)C[C@]1(CCOc2clec(cc2)Cl)C(=0)Ne3cncedc3cceed

RUNG6353

-0.55

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JAG-UCB-706446€eb-5_1

COCCN([C@@H]1CCCOC1)C(=0)C[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedenceseaceees

RUNG651

-0.55

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-370753_3 1_1

4c30c(cod)Cl)ICONC(=t HI(CE)C=ON

RUNS860

-0.55

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-25386_3 1 1

Cnlc(ce(=0)n(c1=0)C)COCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncdcnce5edceees

RUNS5214

-0.54

0.31

- 444 -



sprint-5-dimer-x11498-dimer-neutral

EN300-704025 1 1 1

NN
Z

HN (0]
(0]
"
(O
H
#«N
/O O O

EN300-1071940 1 1 1
NN
2

HN 0
H
N
0
oH O o

EN300-6763507 1 4 1

NN
/
HN o
—— O
-
.
1T
N
‘5
HO® 0o o

EN300-257945 2 1 1

N

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-704025 1 1 1

COC1(CS(=0)(=0)C1)C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)NedenceSedccees

RUNS5267

-0.54

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1071940 1 1 1

clcee2c(c1)ence2NC(=0)[C@@]13(CCOc4c3cc(ccd)Cl)NC(=0)C[C@@]5(CCCOC5)0

RUN6219

-0.54

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6763507_1 4 1

COIC@HJICIC@H](CN(C1)C(=0)CIC@]2(CCO C(=0 o

RUNS5699

-0.54

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-257945 2 1 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOcAc3cec(ced)C)CNC(=0)CE[C@HIB[C@@HISCOCE

RUNG6364

-0.54

0.28

- 445 -



sprint-5-dimer-x11498-dimer-neutral

EDJ-MED-e4b030d8-13_1 1

NN
Z
HN o
0

/iﬂl“

EN300-1073320 2 2 1

Y
/
HN o)
o
/'.Oo
N
H
o
HO OH

EN300-18249 1 1 1

NN
P/
HN 0 NH
/ :o

(0]

2

EN300-7351945 1 1 1

O

NN
Z
HN
H
N
0..‘(
o

Iz

)

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-e4b030d8-13 1 1

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

RUN6122

-0.54

0.10

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1073320 2 2 1

cleec2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)ClI)CNC(=0)[C@H])(C5(CCC5)0)0

RUNG6314

-0.54

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-18249 1 1 1

clece2c(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)OCC(=0)N

RUNS798

-0.54

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7351945 1 1 1

CC1(C[C@@H](CNC1=0)C(=0)N[C@]2(CCO )C(=0

RUN2693

-0.54

0.21

- 446 -



sprint-5-dimer-x11498-dimer-neutral

EN300-306047 4 1 1

/ NN
N
) Z
HN o)

H
N
[e) u"..

EN300-1178209 1 1 1

NN
2

HN O
H /llo
N
/“(\/ B
—
HN\NéN

EN300-25702 2 1 1
NN
Z

HN O

o
l>2L &
N
H
¢}
OH

EN300-67023 1 1 1
Y
y/

HN O
H
N
(o]
o K3 /\«
\J (@] (0]
Q"nr % E

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-306047 4 1 1

Cnlee(nn1)CCC(=0)NCCCIC@]2(CCOc3c2cc(ce3)ClC(=0)Nedence5edceces

RUNS5081

-0.54

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1178209 1 1 1

cleee2c(c1)encc2NC(=0)[C@@]3(CCOc4c3ec(ced)Cl)CC(=0)NCCe5en[nH]nS

RUNG6413

-0.54

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-25702 2 1 1

clcec2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CNC(=0)C5(CC5)0

RUN4128

-0.54

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-67023 1 1 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cec(ced)CINC(=0)CS(=0)(=0)C[C@ @H]SCCCO5

RUNG6657

-0.54

0.37

- 447 -



sprint-5-dimer-x11498-dimer-neutral

ALP-UNI-dbbfd3db-1_1

Y
Z
O N—N\
&5
EN300-100180 1 1 1
Y
2

HN (@]
04 )
D_«N
(@] (e}

EN300-67573 1 1 1
NN

EN300-1091448 1 1 1

NN
Z

OYNH o on

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-dbbfd3db-1_1

cleee2c(c1)encc2NC(=0)[C@@]3(CCO )NC(=0)C

RUN2628

-0.54

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-100180_1 1 1

CC(=0)N1CC[C@@H](C1)C(=0)N[C@]2(CCOc3c2cc(ce3)ClC(=0)Nedenceedecces

RUN7034

-0.54

0.45

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-67573 1 1 1

cleee2ce(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)OCC(=0)NC5CCOCCS

RUNS637

-0.54

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1091448 1 1 1

clece2e(c1)ence2NC(=0)[C@@I3(CCOc4c3ec(cod)Cl)CC(=0)NSCCCT5(CO)CO

RUN3434

-0.53

0.33

- 448 -



sprint-5-dimer-x11498-dimer-neutral

EN300-18557_1 1 1

SMILES:

RUN:
> Q\‘( DDG (kcal/mol):
dDDG (kcal/mol):

CID:

EN300-18557 1 1 1

CC(=0)N1CCC(CC1)C(=0)N[C@]2(CCOe3c2cc(ce3)ClC(=0)NedenceSedccces

RUNG6814

-0.53

0.32

BEN-DN D-c852c98b-1_1_1

SMILES:
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

CID:

BEN-DND-c852¢98b-1_1_1

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

RUNG6707

-0.53

0.13

EN300-359750 1 1 1
NN
Z

HN 0 RUN:
IHH DDG (kcal/mol):
© O > J dDDG (kcal/mol):

SMILES:

CID:

EN300-359750_1 1 1

clece2e(c1)ence2NC(=0)[C@@13(CCOc4c3cee(ced)CNC(=0)[C@@H|5CCC(=0)05

RUNG6817

-0.53

0.23

EN300-1706036 2 1 1

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

dDDG (kcal/mol):

CID:

EN300-1706036_2 1 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cec(ced)CCOCIC@@H]SC(=0)NCCOS

RUNG6540

-0.53

0.27

- 449 -



sprint-5-dimer-x11498-dimer-neutral

KAD-UNI-8a629cb0-48 1
N

N
_ </\l| SMILES:
N’N
OYNH RUN:

DDG (kcal/mol):

o} dDDG (kcal/mol):

CID:

KAD-UNI-8a629cb0-48 1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CCC(=0)NSCC(C5)n6enen6

RUN2040

-0.53

0.27

DAR-DIA-6a508060-5_1

N
& SMILES:

HN ]
RUN:
o DDG (kcal/mol):
N
° dDDG (kcal/mol):

CID:

DAR-DIA-6a508060-5_1

clece2c(c1)ence2NC(=0)[C@@H]3CCOcAc3co(cc4CIC@@H]SCC(=0)N5)CI

RUN280

-0.52

0.17

EDJ-MED-d203f206-15_1

Z SMILES:
RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

EDJ-MED-d203f206-15_1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cec(ced)C)CC(=0)NSCCCIC@H]S[C@H](CO)O

RUN2399

-0.52

0.41

CID:
Y
Z SMILES:
HN © RUN:
Hy,,
H

HN ~(n., DDG (kcal/mol):
)\/N
o o} o) dDDG (kcal/mol):

EN300-6499164 1 1 1

RUNS5053

-0.52

0.30

- 450 -



sprint-5-dimer-x11498-dimer-neutral

ED_-GRI-5b13fbe2-50 2

Y
P/

HN ©]
TIEEN
(0]
@]
o
O

EN300-1600786_4 1 1

NN
Z

N\
;\l—> HN (o]
HN ‘'
N L
\\/llu

EN300-1265948 1 1 1

\N ?\ ,’O
oK,
HN 0 N

(6]
O

ALP-UNI-3496895b-13 1

NN
Z

HN (@]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ED_-GRI-5b13fbe2-50 2

cleee2c(c1)encc2NC(=0)[C@@]3(CCOc4c3ec(ced)Cl)OC[C@H]SCIC@ @]5(CHN)C(=0)[0-]

RUN1439

-0.52

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1600786_4 1 1

Cnlcc(nn1)CCOCCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedcncc5edccees

RUNG6877

-0.52

0.39

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1265948 1 1 1

clecee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)OCC(=0)NSCCS(=0)(=0)CCs

RUNG6065

-0.52

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-3496895b-13 1

Cn1c(=0)cc2¢(n1)CCN(C2)C(=0)C[C@]3(CCOc4c3cc(ced)Cl)C(=0)Ne5encebesceecs

RUN2364

-0.52

0.28

-451 -



sprint-5-dimer-x11498-dimer-neutral

EDJ-MED-50011917-3 1

Y
P

o NH

EN300-7444635 1 1 1

NN
2

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-50011917-3_1

COclc(cc(ce1CC(=0)Ne2ence3c2cece3)Cl)C[C@@H]4CC(=0)N4

RUN333

-0.52

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7444635 1 1 1

CMC(ENTCNICIC=0)CIC@IZ(CCO ye(eo
RUN7742

-0.52

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1253178 4 1 1

cleee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CCCOCC(=0)NC5CCS

RUN7104

-0.51

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1241327 4 1 1

clece2c(c1)ence2NC(=0)[C@@]3(CCO4c3cec(ced)C)CCCOCC(=0)NSCCOCCS

RUN7673

-0.51

0.32

- 452 -



sprint-5-dimer-x11498-dimer-neutral
EN300-198540 1 2 1

CID: EN300-198540 1 2 1
NN
/ SM I L ES Cnlce(en1)[C@H)(C(=0)N[C@]2(CCOX )C(=0) o
OH
o T
HN o \ RUN: RUN7145
N |\
N/ DDG (kcal/mol): -0.51
o |
dDDG (kcal/mol): 0.29
EN300-102901_3_1_1 CID: EN300-102901 3 1 1
NN
/ SM I L ES CCC[C@H](C(=0)NCC[C@]1(CCOc2clce(cc2)Cl)C(=0)Ne3encedc3cecc)NC(=0)N
HN o .
HN RUN: RUN4375
o)
HN H\/““ DDG (kcal/mol): -0.51
N
. 0 dDDG (kcal/mol): 0.46
EN300-14458_2_1 1 CID: EN300-14458 2 1 1
NN
/ SM I L ES: C[C@@H](C(=0)N(C)C)OC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3enccac3ceccd
AN © RUN: RUN6275
)
\ < /'m DDG (kcal/mol): -0.51
N { ©
/ © dDDG (kcal/mol): 0.25
(@]
EN300-3044054_1 1 1 CID: EN300-3044054 1 1 1
NN
/ SM I L ES clece2e(cl)ence2NC(=0)[C@@]3(CCOcAc3ce(ced)ClINC(=0)[C@ @H]SCCC(=0)NSCECCH
HN O
RUN: RUN7120
N
M DDG (kcal/mol): -0.51
(o] N
(o] (o]
A dDDG (kcal/mol):
- 453 -

0.29




sprint-5-dimer-x11498-dimer-neutral

EN300-255496 1 1 1

NN
y/
AT
EN300-84785 1 2 1
NN
s

EN300-3044054 3 1 1

AN
P/

HN (©]

U(~C

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-255496_1 1 1

C[N@@]1CC[C@@H](S1(=0)=0)C(=0)N[C@]2(CCOc3c2cc(cc3)Cl)C(=0)NecacnceSedceees

RUN4097

-0.51

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-84785 1 2 1

C[C@H](CC(=0)N)NC(=0)C[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3encedc3ceecd

RUNS3093

-0.51

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-79536_2 1 1

C=CCN(CCO)C(=0)CC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3enceac3ececd

RUNG6320

-0.51

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-3044054 3 1 1

)CCNC(=0)[C@@H: INSCECCE

RUN7060

-0.50

0.27

- 454 -



sprint-5-dimer-x11498-dimer-neutral

EN300-6734171 1 1 1

NN
Z

HN O

ZT

EN300-6733137 1 1 1
NN
y/

HN O

EN300-41863 1 1 1
ANV
~Z

HN O

Z -

/ zT
f
zZT

EN300-176587 2 1 1
AN

=

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6734171 1 1 1

C[C@@]1(CCC(=0)N(C1)C)C(=O)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedcnee5edccees

RUNS3675

-0.50

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6733137_1 1 1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CC(=0)NCC5(CC5)n6enen6

RUN7313

-0.50

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-41863 1 1 1

clcec2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(cc4)C)NC(=0)c5c[nH]ncs

RUNS935

-0.50

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-176587 2 1 1

CC1(CN(C1)C(=0)CC[C@]2(CCO: 1)C(=0) 0

RUN7765

-0.50

0.24

- 455 -



sprint-5-dimer-x11498-dimer-neutral

BEN-BAS-c2bc0d80-4_1
AN
~

N
N
Z

Iz

HO

EN300-155447 2 1 1

DAR-DIA-9e4459de-11_6

o o
H
i
o N
© HN
o

1
N

DAR-DIA-6a508060-10_2

NN
Z

HN O

ottt

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

BEN-BAS-c2bc0d80-4_1

clcecc2ce(cl)encc2NC(=0)[C@@H]3CC=Nc4c3[nH]c(cc4=0)Cl

RUN1012

-0.50

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-155447 2 1 1

clcee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)ICCC(=0)NCe5nne6n5CCOCE

RUN6213

-0.50

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-9e4459de-11_6

RUN1390

-0.50

0.43

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-6a508060-10_2

C[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3cnec4c3cececd

RUN294

-0.50

0.10

- 456 -



sprint-5-dimer-x11498-dimer-neutral

LAU-MED-88a3970a-13 1

o

EN300-363154 1 1 1

AN
Z

EN300-65050 1 1 1
ANV
~Z

HN o
H
N
HO/+(
o o

EN300-34491 1 1 1
Y
Z

HN (©]

[ITH

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LAU-MED-88a3970a-13_1

COCCCclcc(cc2c10OCC[C@H]2C(=0)Nc3cnccac3ccccd)Cl

RUN1360

-0.49

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-363154 1 1 1

clcce2e(cl)encc2NC(=0)[C@ @]3(CCOc4c3cc(ccd)CIINC(=0)c5enc([nH]c5=0)CC6CCH

RUNG007

-0.49

0.42

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-65050_1 1 1

CC(C)(CO)C(=0O)N[C@]1(CCOc2clce(cc2)Cl)C(=0)Nec3enccdc3ccecd

RUNS003

-0.49

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-34491 1 1 1

CNC(=0)CN(C)C(=0)C[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccac3ceccd

RUNS515

-0.49

0.29

- 457 -



sprint-5-dimer-x11498-dimer-neutral

EN300-70489 2 2 1

SMILES:
RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

EN300-70489 2 2 1

clcee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3ce(ccd)Cl)ICCC(=0)NSCCO[C@H](C5)C#N

RUN4993

-0.49

0.31

EN300-139167 4 1 1

N
P I\ SMILES:
O
HN O )//
(0]
N/

RUN:

....““
DDG (kcal/mol):

dDDG (kcal/mol):

CID:

EN300-139167 4 1 1

cleee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)CCCOC[C@@H]5COCCO5

RUN4895

-0.49

0.29

ALP-POS-ce760d3f-5 1

ANV
SMILES:
/
F
HN o

RUN:

DDG (kcal/mol):
2 ( )

o dDDG (kcal/mol):

CID:

ALP-POS-ce760d3f-5_1

clcc2cence(c2cclF)NC(=0)C3=CCOc4c3cc(ccd)Cl

RUN1279

-0.49

0.29

EN300-51028 3 1 1

CID:
NN
Z SMILES:
HN (@]
RUN:
H Qoo
NJ DDG (kcal/mol):

& O
< dDDG (kcal/mol):

EN300-51028 3 1 1

CC(C)S(=0)(=0)CC(=0)NCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3encedc3ecced

RUN7278

-0.49

0.34

- 458 -



sprint-5-dimer-x11498-dimer-neutral

EN300-97300 2 3 1
RN
~Z

HN O

o

g\N/lm

&

EN300-6734334 1 1 1

NN
P

EN300-69162 1 2 1

NN
Z

/O \H ; O;

EN300-1651623 1 1 1
Y

=

HN (©]

T

o~

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-97300 2 3 1

clecee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)CI)ICNC(=0)[C@ @H]SC[C@H]5F

RUNS5268

-0.49

0.15

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6734334 1 1 1

Ce1[nH]e(=0)c(en1)CCC(=0)N[C@]2(CCOC3c2cc(ce3)C)C(=0)Nedence5eaceees

RUN7379

-0.49

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-69162 1 2 1

C[C@H](COC)C(=0)N[C@]1(CCOc2clce(cc2)Cl)C(=0)Nc3enccdc3ccecd

RUNG508

-0.49

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1651623 1 1 1

CN(C[C@@H](CF)O)C(=0)C[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3encedc3ececd

RUN7258

-0.49

0.35
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sprint-5-dimer-x11498-dimer-neutral

EN300-1083988 1 1 1

NN
Z

EN300-370967 2 1 1
NN
Z

HN (O]

o,’\N
\‘O( 10 o

EN300-69162 4 2 1
NV

o=

EN300-115017 3 1 1
AN
s

HN (©]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1083988 1 1 1

clcee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)CC(=0)NSCCNC(=0)C(C5)(F)F

RUN7436

-0.49

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-370967 2 1 1

clecc2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)COCCN5CCOC5=0

RUN4616

-0.49

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-69162 4 2 1

C[C@H](COC)C(=0)NCCC[C@]1(CCOc2clce(cc2)Cl)C(=0)Ne3encedc3ceeed

RUN6622

-0.49

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-115017 3 1 1

CC(C)[C@H](C(=0)NCC[C@]1(CCOc2clce(cc2)Cl)C(=0)Nc3encede3ceeed)O

RUNS824

-0.49

0.35
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sprint-5-dimer-x11498-dimer-neutral

EN300-200609 1 1 1

ANV
2
HN o
\ A0
0*

9
[ITH
N
(0] O

EN300-31148 3.1 1
ANV
Z

HN (@]

H 1T
o) )\«N\/
\)‘N ;
H (@]

EN300-7463275 1 1 1
NN
~Z

HN O

o H ITH
- \\N
% 0)
/<

ALP-UNI-3496895b-8 1
NN
Z

HN O

O«

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-200609 1 1 1

CS(=0)(=0)[C@@H]1CCN(C1)C(=0)C[C@]2(CCOc3c2cc(ce3)Cl)C(=0)NedenceSedccees

RUNS5910

-0.48

0.42

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-31148 3 1 1

CCC(=0)N[C@@H](C)C(=0)NCCIC@]1(CCOc2c1ec(ce2)Cl)C(=0)Ne3encededeceed

RUNS5455

-0.48

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7463275 1 1 1

CIC@@HI(C@@HIICIC@HIINC(=0)CC@]2(CCO (=0 o

RUNG6406

-0.48

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-3496895b-8_1

clcee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CC(=0)NSCC[NH+](CC5)CCCO

RUN2348

-0.48

0.31
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sprint-5-dimer-x11498-dimer-neutral

EN300'1268016_2_1 1_1 CID: EN300-1268016_2 11 1
ANY
/ S M I L ES: cleec2ce(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)CCC(=OIN[C@@H]SCIC@HIB[C@@HISCIC@H)(CE)C(=0)N
© RUN: RUN7190
DDG (kcal/mol): -0.47
NH, © dDDG (kcal/mol): 0.35
EN300'217494_2_2_1 CID: EN300-217494 2 2 1
NN
~Z SMILES: CIC@I(C@@HI1CCOCL)(C(=0)NCIC@I2(CCO c(=0 o
HN O
RUN: RUN3919
/ loo
HO N DDG (kcal/mol): -0.47
o
/ oo
o dDDG (kcal/mol): 0.33
EN300-3545 0_2_1_1 CID: EN300-35450 2 1 1
NN
/ SM I L ES: CC(C)N(CC(=0)N)C(=0)CC[C@]1(CCOc2clce(cc2)Cl)C(=0)Ne3enccdc3ceecd
RUN: RUNS5579
DDG (kcal/mol): -0.47
dDDG (kcal/mol): 0.26
EDG'MED'4C68219f'5_1 CID: EDG-MED-4c68219f-5_1
AN
/ SM I L ES clecc2c(cl)encc2NC(=0)[C@@]3(CCOcAc3cc(ce4)Cl)OCC(=0)NCC[NH+]5CCH(C5)COCE
HN © RUN: RUN1562
0
o)
\/( DDG (kcal/mol): -0.47
N 0
o) H ’\’ H%
dDDG (kcal/mol): 0.31

- 462 -



sprint-5-dimer-x11498-dimer-neutral

DAR-DIA-0d514e7d-24 1 1

Z

EN300-23318 3 3 1

NN
A

HN O

o ll.o
(¢]
os >°uN‘ ( ©
L4 H
(6]

EN300-90293 1 1 1
NN
Z

H HN (0]
=N
Il
N / 1T
N
(@) (0]

EN300-1265948 3 1 1

NN

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-24_1 1

C[C@H]1COc2c(cc(cc2[C@@H]1C(=0)Nc3cencc4c3ccecc4)Cl)ICC(C)C

RUN7219

-0.47

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-23318_3 3 1

CIC@@H)(C(=0)NIC@H]1CCS(=0)(=

RUN4433

-0.47

0.39

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-90293 1 1 1

cleee2e(cl)encc2NC(=0)[C@@)3(CCOx 1)CC(=0)N5CC [NH]n6)C5

RUN4634

-0.47

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1265948 3 1 1

clece2c(cl)ence2NC(=0)[C@@]3(CCOcAc3ee(ced)C\CCOCC(=0)NSCCS(=0)(=0)CC5

RUN3783

-0.47

0.37

- 463 -



sprint-5-dimer-x11498-dimer-neutral

EN300-185378 2 2 1

NN
Z

HN O

OH
loo
\to/ ,
O

EN300-71125 1 1 1

NN
Z

HN (0]

N=

L
T

EDG-MED-90036822-92_2

NN
Z

N~ HN 0
i
NH* ¢ H
\+«N
F o) o)

EN300-6482296 1 1 1

Y

ZT

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-185378 2 2 1

C[C@H](COC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccdc3ccecd)O

RUN4995

-0.47

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-71125 1 1 1

cleee2e(c1)ence2NC(=0)[C@@]3(CCO 1)CC(=0)N5CCnéennc6Cs

RUN7023

-0.47

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-92_2

C[N@](CCC#N)CC(C(=O)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3enccdceeced)(F)F

RUN1688

-0.47

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6482296 1 1 1

RUN7669

-0.47

0.26

- 464 -



sprint-5-dimer-x11498-dimer-neutral

EN300-266117 2 1 1
Y

EN300-23223 2 1 1

NN
s

HN O

/lu

(0] H O
N
O
—_— O
H

EN300-7436306_4 1 2

EN300-44149 3 1 1

NN
P
HN o]
(0]
H
N o /'lo
» P~ :
|

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-266117 2 1 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ced)C)CCC(=0)NSCCCIC@HI(C5)0

RUNS090

-0.47

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-23223 2 1 1

CNC(=0)CNC(=0)COC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3encecdc3ccecd

RUN4327

-0.47

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7436306_4 1 2

RUNS5462

-0.47

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-44149 3 1 1

Cnlc2c(en1)o(=0)[nH]c(n2)COCCIC@IB(CCOcAc3ce(ced)Cl)C(=0)Ne5encebeseeees

RUN4772

-0.47

0.34

- 465 -



sprint-5-dimer-x11498-dimer-neutral

BEN-DND-c852c98b-6_1 1

NN
Z
0
/l\ HN o
= F
o

EN300-1663228 2 1 1

ANV
~Z
HN 0
HO

(6]
»\/'lh
>"IN
O N o

EN300-131093 1 2 1

NN
P

HN O
o
(¢}
e
N
\(\H > (@]
(0]

EN300-1068239 2 1 1

AN
Z

HN (©]

H
N
/‘(\)\/'.“
HN NH
\ O
O/ O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

BEN-DND-c852¢98b-6_1_1

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

RUN7570

-0.47

0.06

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1663228 2 1 1

RUN7264

-0.46

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-131093 1 2 1

C[C@H](C(=0)NCC(=0)C)0[C@]1(CCOc2clce(cc2)Cl)C(=0)Ne3encedc3ececd

RUNS340

-0.46

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1068239 2 1 1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CCC(=0)NCe5cnons

RUN7020

-0.46

0.26
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sprint-5-dimer-x11498-dimer-neutral

EN300-6255179 2 1 1

CID:
AN
SMILES:
/
HN 0 RUN:

DDG (kcal/mol):

=\
L\N/ N\L pu

o dDDG (kcal/mol):

EN300-6255179 2 1 1

clecc2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)COCCn5cnen5

RUNG6440

-0.46

0.24

EN300-316196 2 1 1

CID:

AN
y SMILES:

HN o

RUN:
(¢]
/llo
Ho N DDG (kcal/mol):

dDDG (kcal/mol):

EN300-316196_2_ 1 1

RUN7221

-0.46

0.35

EN300-305454 1 1 1

EN300-305454 1 1 1

Cnice(ent)[C@@H] Hj2S

RUN3882

-0.46

0.30

CID:
NN
Z SMILES:
o Ny RUN:
O
: ‘g o DDG (kcal/mol):
0
/N’N dDDG (kcal/mol):
JOH-UNI-ee5ed7c8-3_1 oD
Y
P SMILES:
.
"\’ RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-UNI-ee5ed7c8-3_1

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

RUN1727

-0.46

0.25
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sprint-5-dimer-x11498-dimer-neutral

EN300-325738 3 2 1

NN
P/

\ / LITH
b—«JEQ

EN300-210089 1 1 1

NN
v

HN (0]
H
H oo
O N
%)
(e} (¢}
H

EN300-24297 4 1 1
NN

H

HN

EN300-96159 2 1 1
Y
Z

HN O

o
H
/llo.
D~
N/\N/ H J

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-325738 3 2 1

CN1[C@H](CCCC1=0)C(=0)NCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedence5caccees

RUN4708

-0.46

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-210089 1 1 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ced)CCC(=0)NCC5[C@HIB[C@@H]SCOCE

RUN7367

-0.46

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-24297 4 1 1

clecc2c(c1)ence2NC(=0)[C@@]3(CCOc4c3ec(ce4)Cl)CCCNC(=0)c5esnns

RUN3680

-0.46

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-96159 2 1 1

clcce2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)CNC(=0)Ce5[nH]nen5

RUN7660

-0.46

0.29
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sprint-5-dimer-x11498-dimer-neutral

EN300-216594 2 1 1

NN
Z

HN O

\ N
S

EN300-31969 2 2 1

NN
g
HN o
1 '
s‘k H/ .

EN300-7089802 1 1 1
ANV
~Z

HN O
OH
H
i(N
(0] (6]

MIC-UNK-c66144cb-1 2
Y
s

HN o
\é

g ~

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-216594 2 1 1

CnlcncclCNC(=0)CC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedence5eaceees

RUNG6648

-0.46

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-31969 2 2 1

cleec2e(e1)ence2NC(=0)[C@@]3(CCOeAc3ce(ccd)C)CNC(=0)[C@H]SCC(=OIN(C5)CTECCh

RUN7192

-0.46

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7089802_1 1 1

C[C@@H]([C@@H](C)O)C(=O)N[C@]1(CCOc2clce(cc2)Cl)C(=0)Nc3enccde3ecced

RUNS097

-0.46

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-c66144cb-1_2

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

RUN122

-0.46

0.31
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sprint-5-dimer-x11498-dimer-neutral

EN300-23223 1 1 1
NN
Z

HN O

©)
0]

\,(N
o H’?,H\

EN300-5253939 2 1 1

N
P
HN 0]
2 []
[ X)
N/'
(o]
g

(0]

EN300-6497226_1 1 1
N
Z

HN o

HO
/,'
LITH
N
O (0]

EDG-MED-balac7b9-14 5

AN
2
HN o
LD NH/*\\ {'E@
N

N

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-23223 1 1 1

CNC(=0)CNC(=0)CO[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3encc4c3ceccd

RUNS079

-0.45

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-5253939 2 1 1

clcce2e(cl)encc2NC(=0)[C@ @]3(CCOc4c3cc(ccd)Cl)CNC(=0)[C@@H]5COC(=0)05

RUN4222

-0.45

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6497226_1 1 1

CIC@@HILEN(CICOMIOC=OICICaIz(Ceo ye(eo
RUN7026

-0.45

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-balac7b9-14_5

CIN@@]1CCN(C[C@@H]1CHN)C(=0)CIC@]2(CCOc3c2cc(ce3)ClC(=0)Nedence5edccees

RUN2506

-0.45

0.28
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sprint-5-dimer-x11498-dimer-neutral

EN300-71560 3 1 1

NN
P/

=0 HN o}
H
%N
o
H\/“.'
N
o
o)

EN300-29228 1 1 1

NN
Z

HN (O]

ALP-UNI-76695c4f-6_1

NN
Z

HN (O]
o H
)‘@{'.Oo
H e} )

EN300-69556_3 1 1

Y
P

HN O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-71560_3 1 1

COC(=0)NCCCC(=0)NCC[C@]1(CCOc2c1ce(cc2)Cl)C(=0)Ne3encedc3ccecd

RUNS5496

-0.45

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-29228 1 1 1

clecc2ce(c1)encc2NC(=0)[C@@]3(CCOr 1)CC(=O)N5CC

RUNG6205

-0.45

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-76695c4f-6_1

RUN2061

-0.45

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-69556_3 1 1

Ccleee(=0)n(n1)CC(=0)NCC[C@]2(CCOx 1)C(=0;

RUNS5138

-0.45

0.38
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sprint-5-dimer-x11498-dimer-neutral

EN300-155362 3 2 1

NN
P/

HN O

N
S l'
> H LN
N
OM (@]
H o}

EN300-99983 1 1 1
Y
Z

HN O O*N o
\MN/
N H
(@]
o

EN300-190283 1 1 1
NN

Z OH
HN OOY%N/
%u [ )

EN300-173562_2 2 1
AN

=

O NH
X

HO

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-155362_3_2 1

C[C@H]1CC(=0)N[C@@H]1C(=0)NCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedenceseaceees

RUN7769

-0.44

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-99983 1 1 1

CNC(=0)Celnc(on1)CO[C@]2(CCOe3c2ce(ce3)ClC(=0)NedenceSedccoes

RUN3644

-0.44

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-190283 1 1 1

Cnlcncel[C@@H](C(=0)N[C@]2(CCOx 1)C(=0; o

RUN7787

-0.44

0.39

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-173562_2 2 1

C[C@H]1C[C@@H](CN1C(=0)CC[C@]2(CCO 1)C(=0! o

RUN7312

-0.44

0.26
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sprint-5-dimer-x11498-dimer-neutral

EN300-76841 1 1 1 .
NN
Z

SMILES:
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

EN300-76841 1 1 1

CIC@@](COC)(C(=0)N[C@]1(CCOc2¢1cc(cc2)Cl)C(=0)Ne3enceac3eceed)O

RUN4164
-0.44

0.31

T

EN300-100583 1 1 1

clcce2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CC(=0)NC5CC(C5)0

RUN4885

-0.44

0.23

EN300-100583 1 1 1 .
Y
Z SMILES:
RUN:
O¥NH o DDG (kcal/mol):
Hon dDDG (kcal/mol):
EN300-05277 3 11 .
Y
Z SMILES:
RUN:

DDG (kcal/mol):

EN300-05277 3 1 1

clecee2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CCNC(=0)CCC(=0)NSCCOCCS

RUNS856
-0.44

0.29

dDDG (kcal/mol):

EN300-222620 1 1 1

EN300-222620 1 1 1 .
NN
/ SM I L ES: clcce2ce(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)NC(=0)Ce5ec(encs)0
o}
HN o RUN: RUN3814
N / N\ oH
DDG (kcal/mol): -0.43
N—
o)
dDDG (kcal/mol): 0.27
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sprint-5-dimer-x11498-dimer-neutral

EN300-6731226 1 1 1

AN
Z

HN o)
o)
H §
o) o
N
o) H

EN300-35592 3 1 1

HN e}

DAR-DIA-9e4459de-13_6

o H/\O/\/O o
o N 5
(o)
HN (¢}
HN

EN300-171752 2 2 1

NN
Z

HN O

O
H
N
)\/llu
O

O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6731226_1 1 1

RUN4194

-0.43

0.41

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-35592_3 1 1

Cnlce(ce1C(=0)N)C(=0)COCCIC@]2(CCOe3c2ce(ce3)ClC(=0)NedenceSedccces

RUNG956

-0.43

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-9e4459de-13_6

RUN1332

-0.43

0.46

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-171752 2 2 1

clcce2e(cl)encc2NC(=0)[C@ @]3(CCOc4c3cc(ced)Cl)CCC(=0)N[C@H]5CCOCS

RUN7456

-0.43

0.29
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sprint-5-dimer-x11498-dimer-neutral
RAL-THA-4aa06b95-3 2

CID: RAL-THA-4aa06b95-3 2
AN
S SMILES: CNC(=0)N1CC[C@H](c2c1ccc(c2)ClC(=0)Ne3encedcdcoccd
HN (o]
RUN: RUN1123
" DDG (kcal/mol): -0.43
H'i © dDDG (kcal/mol): 0.28
EN300-1968342_2 2 1 CID: EN300-1968342_2 2 1
NN
/ SM I L ES clecc2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)COC[C@H](CF)O
HN (o) RUN: RUN4289
=
. \\o H
/m DDG (kcal/mol): -0.43
o
o dDDG (kcal/mol): 0.28
EN300-171215.1 1 1 CID: EN300-171215 1 1 1
Y
/ SM I L ES C[C@@H]1CS(=0)(=0)CCN1C(=0)C[C@]2(CCOc3c2cc(ce3)CI)C(=0)NedcnceSedceecs
HN © RUN: RUN5445
o .
. /\\ . DDG (kcal/mol): -0.43
A
> o} o) dDDG (kcal/mol): 0.26
>
KAD'UNI'8a629CbO'12_1 CID: KAD-UNI-8a629ch0-12_1
NN
/ SM I L ES: cleec2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)CCNC(=0)[C@H]5Ce6[nH+]ccn6Cs
HN © RUN: RUN1996
N\ H y LN DDG (kcal/mol): -0.43
LT D
\ © dDDG (kcal/mol):
-475 -
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sprint-5-dimer-x11498-dimer-neutral

EN300-216063 1 1 1

AN
2
HN o \N’
/ ;o
o}
le)

AN
Z

EN300-117931 1 1 1
NN
y/

HN O
H
N
HO
(6] (0]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-216063 1 1 1

CN(C)C(=0)CO[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nec3enccdc3ccecd

RUNS519

-0.43

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-172640 1 1 1

C[C@@H]1[C@@H](NC(=0)01)C(=O)N[C@]2(CCO 1)C(=0!

RUN4373

-0.43

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-fcba3f31-10_1

clecc2e(el)encc2NC(=0)[C@@]3(CCOc4c3ce(ccd)Cl)COCe5[nH]e(=0)[nH]In5

RUN2350

-0.42

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-117931 1 1 1

CC(C)(CC(=0O)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccdc3ceced)O

RUNS5137

-0.42

0.24
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sprint-5-dimer-x11498-dimer-neutral

EN300-1272865 1 1 1

NN
s

HN 0
HO
LIS
N
HO © S

EN300-77359 3 2 1
NN
Z

HN O

H /'Oo
N

l“‘
o
o

ofo

/
EDG-MED-balac7b9-4 3
Y
=

HN O
HO
4;>
N* looo
H N
(0] (0]

EN300-37077 1 1 1
ANV
~Z

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1272865 1 1 1

RUN4607

-0.42

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-77359 3 2 1

C[C@H](C(=0)NCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3encedc3ceccd)OCCOC

RUNS3800

-0.42

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-balac7b9-4 3

ec(= @@HI(CE0

RUN2479

-0.42

0.39

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-37077_1 1 1

clcec2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(cc4)C)NC(=0)c5cen[nH]5

RUN6229

-0.42

0.20

- 477 -



sprint-5-dimer-x11498-dimer-neutral

DAR-DIA-0d514e7d-33_3

CID: DAR-DIA-0d514e7d-33_3

SMILES:

clcec2e(cl)ence2NC(=0)[C@H]3c4cc(ccc40[C@@H]5[C@H]3C5)Cl

Y
/
HN 0 RUN: RUNB8O09
H
Z
<&>/ DDG (kcal/mol): -0.42
H\ (@]

dDDG (kcal/mol): 0.22

EN300-95639 1 3 1

CID: EN300-95639_1 3 1
SMILES: o -
RUN: RUNG6108
DDG (kcal/mol): -0.42
dDDG (kcal/mol): 0.39

CID: EN300-332606_4_1 1
(©]
S M I L ES: clcce2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)CCCNC(=0)[C@H]5CCC(=0)05
RUN: RUNG6368
DDG (kcal/mol): -0.41
dDDG (kcal/mol): 0.34

RAL-THA-05e671eb-16_1

CID: RAL-THA-05e671eb-16_1

AN

Z SMILES: clece2c(cl)encc2NC(=0)[C@@HIBCCOc4c3ce(ccCl)Cl
HN o)

RUN: RUN1894
DDG (kcal/mol): -0.41

O
dDDG (kcal/mol): 0.08
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sprint-5-dimer-x11498-dimer-neutral

EN300-1253122 4 1 1

NN
P

/\/'EQ
\ 0
X

EDG-MED-90036822-94 6

NN
P/

HN 0
F H
< N
L d
v,,
° o o)
-
OH

EN300-48902 1 1 1

NN
Z
HN o N o
/’& HN
o ° N

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1253122 4 1 1

CCN(C)C(=0)COCCC[C@]1(CCOc2clce(cc2)Cl)C(=0)Nec3enccac3ececd

RUN7450

-0.41

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-94_6

RUN1674

-0.41

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-48902 1 1 1

CNC(=0)[C@@H]1CCCN1C(=0)CO[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Ncdcnce5eaccees

RUNS568

-0.41

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-477dc5b7-3_2_ 1

clece2c(cl)ence2NC(=0)[C@]3(CCOc4c3cec(cc4)Cl)CCC5CC5

RUNG6547

-0.41

0.32

- 479 -



sprint-5-dimer-x11498-dimer-neutral

EN300-07879 4 1 1
Y
Z

HN o

>

ED_-GRI-5b13fbe2-75_1
AN\
A

H
N
\\/““

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-07879 4 1 1

CSCC(=0)NCCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3ence4c3ececd

RUNG6332

-0.41

0.25

CID:

SMILES:

HN o RUN:
© §
\/\ — \q DDG (kcal/mol):
(e}
s ’\’N\/
N dDDG (kcal/mol):

EN300-1699871 1 1 1
Y
Z

HN

o
M ( a
O

&
N
Ho %

DAR-DIA-9e4459de-13_3

a)?/\,\, Ny
SN 7

HN (¢}
HN

ED_-GRI-5b13fbe2-75_1

clcee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)OCCOCCNSce(cn5)NCECCE

RUN1529

-0.41

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1699871 1 1 1

clece2e(c)ence2NC(=0)[C@@13(CCOc4c3cc(ced)COCIC@@HISCCS(=0)(=0)NS

RUNG6582

-0.41

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-9e4459de-13_3

0)[C@@HISCCOx ONC7=0)0

RUN1340

-0.41

0.36
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sprint-5-dimer-x11498-dimer-neutral

EN300-7385329 1 1 1

EN300-233678 1 3 1

NN
Z

(0] NH
Y

H

o
Y
N

OH
N

EN300-817811 4 1 1

NN
Z

HN (0]
H
N
..“““\//

Ek

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7385329 1 1 1

clece2c(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)CIINC(=0)[C@@H]5Cc6[nH]cc[n+]6C5

RUN3802

-0.41

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-233678_1 3 1

RUNS5454

-0.41

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-42243 3 1 1

CC(C)CS(=0)(=0)CC(=0)NCCIC@]1(CCOc2clce(ce2)CC(=0)Ne3encedc3ecccd

RUNS356

-0.41

0.43

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-817811 4 1 1

clcce2ce(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)CCCNC(=0)c5ec(=0)[nH]en5

RUN7293

-0.41

0.26
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sprint-5-dimer-x11498-dimer-neutral

EN300-1425677 1 2 1

NN
Z

-
-
.

EN300-139167 2 2 1
AN\

EN300-31037 1 1 1
Y

7 \ .
B O/,(yi“:f\

EN300-1724086 1 3 1
AN

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1425677_1 2 1

cleee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)CINC(=0)[C@]5(CCCO5)CO

RUNS695

-0.40

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-139167 2 2 1

cleee2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)COC[C@H]5COCCO5

RUN4396

-0.40

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-31037_1 1 1

Cnlc2c(c(=0)n(c1=0)C)[nH]c(n2)CO[C@]3(CCOc4c3cc(ccd)Cl)C(=0)Ne5encesesceecsd

RUNG6632

-0.40

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1724086_1 3_1

RUN2917

-0.40

0.34
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sprint-5-dimer-x11498-dimer-neutral

EN300-1703340 1 1 1
Y

=

/ o o

EN300-7413100 1 1 1
N
Z

HN o

LITH
HO N
o o)

EDG-MED-90036822-17 2
NN
Z

HN O
HO H
< N
L
F
(6] (6]

EN300-1214616 2 1 1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1703340 1 1 1

Celeo(en(c1=0)C)C(=0)N[C@]2(CCOc3c2ce(ce3)ClC(=0)Nedencesedecces

RUNS653

-0.40

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7413100_1 1 1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CC(=0)NSCC(C5)CCO

RUNS5199

-0.40

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-17_2

cleec2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)NC(=0)[C@H](CF)O

RUN1521

-0.40

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1214616 2 1 1

RUN6190

-0.40

0.23
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sprint-5-dimer-x11498-dimer-neutral
EN300-19700_4_1_1

EN300-19700 4 1 1 oD,
NN
S M I L ES COC(=0)COCCC[C@]1(CCOc2clce(cc2)Cl)C(=0)Nc3enccdc3ccecd
RUN: RUN4379
DDG (kcal/mol): -0.40
dDDG (kcal/mol): 0.35
EN300_7466671—1—1—1 CID: EN300-7466671 1 1 1
Y
/ SMILES clecc2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)CC(=0)NSC[C@H]6CCO[C@]6(C5)CO
HO HN 0 RUN: RUN7486
RS
@ \(.m DDG (kcal/mol): -0.40
= dDDG (kcal/mol): 0.35
EN300_6474220—1—1—1 CID: EN300-6474220 1 1 1
Y
/ S M I L ES: clecc2c(cl)ence2NC(=0)[C@@13(CCO )NC(=0)C(CC
HN 0 RUN: RUN4059
\\\/F\‘(H DDG (kcal/mol): -0.39
F o 0 dDDG (kcal/mol): 0.28
ALP'UNI'3496895b'3_1 CID: ALP-UNI-3496895b-3_1
Y
~ SMILES: .
HN o RUN: RUN2334
o H
N T DDG (kcal/mol): -0.39
N
¢} o) dDDG (kcal/mol): 0.28
-484 -



sprint-5-dimer-x11498-dimer-neutral

EN300-1238839 1 1 1

ve

Y
2 o
"
HN 0 Ne o™
)
0
o
o

ED_-GRI-5b13fbe2-47 2

Y
2
o
HN o
v
o
o)

EN300-77778 1 2 1
AN
A
o HN (@]
O: L]
Q—-«O

@)

EN300-746187_2 1 1

HN

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1238839 1 1 1

CS(=0)(=0)NCCO[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3enccdc3ccecd

RUN7588

-0.39

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ED_-GRI-5b13fbe2-47_2

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3ce(ccd)Cl)OCIC@H](C(=0)[O-])F

RUN1420

-0.39

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-77778_1 2 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOcAc3ec(ced)CINC(=0)[C@HISCCCS(=0)(=0)C5

RUN3249

-0.39

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-746187 2 1 1

Celne2n(n1)C[C@@H](CC2)C(=0)NC[C@I3(CCOcAc3ce(ced)Cl)C(=0)Ne5encebeseeees

RUN7664

-0.39

0.31
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sprint-5-dimer-x11498-dimer-neutral

EN300-307333 1 1 1

NN
2

HN o
[N
o
Oi NH o

HN

EN300-92664 3 1 1

AN
CG
HN O
Saey
(@]

(0]

7
ALP-UNI-dbbfd3db-15_1

ANY
2
HN (e}
H
(o] HN { g E;
N
H (@] (o]

EN300-190283 3 2 1

NN
s
HN (e
HO HJ.M

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-307333 1 1 1

clcce2c(cl)encc2NC(=0)[C@ @]3(CCOc4c3cc(ced)Cl)CC(=0)N[C@H]SCCNC5=0

RUN7818

-0.39

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-92664 3 1 1

COCCn1c(cen)C(=0)NCCIC@]2(CCOc3c2cc(ce3)CI)C(=0)Nedence5edceees

RUNS710

-0.39

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-dbbfd3db-15_1

C[C@@H](C(=O)N[C@]1(CCO 1)C(=0 (=0)C5CCCs

RUN2627

-0.39

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-190283 3 2 1

C[n+]1c[nH]cc1[C@H](C(=O)NCC[C@]2(CCOx 1)C(=O, o)

RUNS399

-0.39

0.46

- 486 -



sprint-5-dimer-x11498-dimer-neutral

EN300-126104 3 1 1

Y
P

HN O

] “Jllo
\ / ’
ALF-EVA-0b412456-6 2

Iz
Z

o
1

EN300-10397 1 1 1
NN
Z

HN 0
H
o N
»‘ N/\«
. H o 0

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-126104 3 1 1

CClon(e1-0)CC(-ONCCICOIZ(CCO ye(eo
RUNS5086

-0.39

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALF-EVA-0b412456-6_2

CNclcee2e(cl)encc2NC(=0)Ce3cc(ce(c3)Cl)O[C@H]4CC(=0)N4

RUN2572

-0.39

0.38

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-63872_1 1 1

Cnlcc(cn1)CC(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncacncc5edceecs

RUN4878

-0.39

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-10397 1 1 1

clcec2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)NC(=O)CNC(=O)N

RUNG6565

-0.39

0.21

- 487 -



sprint-5-dimer-x11498-dimer-neutral

EN300-53591 1 1 1

NN
Z

HN ©)
H H
N N
O~
O O )

EN300-112872 3 1 1

NN
P

HN o
H oo
N
HN o
v .o ©
- »
Qe

\

EN300-13668 2 1 1

NN
2

HN

/lu

o\ 0
p )~

EN300-7353672_1 3 1

NN
Z

HN (0]
HO
HO C LT
N\ N‘(
(6] (6]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-53591 1 1 1

clecc2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)CIINC(=0)C5CCC(CC5)NC(=0)N

RUN3397

-0.38

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-112872 3 1 1

HI(C(= o)=0)c

RUN7574

-0.38

0.44

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-13668_2 1 1

CN(CC(=0)NC1CC1)C(=0)COC[C@]12(CCO )C(=0

RUNS5296

-0.38

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7353672_1 3 1

RUN4505

-0.38

0.32

- 488 -



sprint-5-dimer-x11498-dimer-neutral

EN300-67573 2 1 1
AN

EN300-100916 3 1 1
NN
Z

HN (e}

H beo
N
H / ‘s
INEIN] o

‘ O
NH

ALP-UNI-3496895b-12_1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-67573 2.1 1

clcee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)ICOCC(=0)NC5CCOCCS

RUNG6333

-0.38

0.29

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

RUN1135

-0.38

0.06

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-100916_3_1 1

clcce2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)CCNC(=0)CIN@@]SNCC=N5

RUN4935

-0.38

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-3496895b-12_1

RUN2344

-0.38

0.31

- 489 -



sprint-5-dimer-x11498-dimer-neutral

EDJ-MED-50011917-1 1
NN
P SMILES:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

EDJ-MED-50011917-1_1

clcce2c(cl)encc2NC(=0)Ce3cec(ce(c3)Cl)C[C@@H]4CC(=0)N4

RUN305

-0.38

0.39

EN300-60314 1 1 1

\N

/

HN (¢]
loo

o
HO
NH [¢]
\J
.\

8

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

EN300-60314 1 1 1

clcce2c(cl)encc2NC(=0)[C@ @]3(CCOc4c3cc(ced)Cl)CC(=0)N[C@@H]5CCC[C@H]50

RUN4549

-0.38

0.29

EN300-132613 1 1 1
Y
g

=\

(o]
o= =0
v

SMILES:

RUN:

\

DDG (kcal/mol):

dDDG (kcal/mol):

NH,

CID:

EN300-132613 1 1 1

clcce2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)CIINC(=0)c5e(sen5)S(=0)(=0)N

RUN4582

-0.38

0.25

ALF-EVA-0b412456-7_1
JANGR! 9
\@ SMILES:
’ j‘ " RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

ALF-EVA-0b412456-7_1

clcc2c(cc1OCC3CC3)encc2NC(=0)Cedec(ce(c4)Cl)O[C@@H]5CC(=0)N5

RUN2597

-0.38

0.35

- 490 -



sprint-5-dimer-x11498-dimer-neutral
ADA'UCB'dCZb944C'1O_1 CID: ADA-UCB-dc2b944c-10_1
NN
P SMILES: Celo(c2ccecc2en1)NC(=0)[C@@HIZCCOc4c3ce(ccd)Cl
HN o) RUN: RUN497
DDG (kcal/mol): -0.38
o dDDG (kcal/mol): 0.09
EN300'91905_4_1_1 CID: EN300-91905 4 1 1
AN
/ SMILES: CIC@@H](C(=0)NCCCIC@]1(CCO =0 o
HO
RUN: RUNG6128
o)
DDG (kcal/mol): -0.38
dDDG (kcal/mol): 0.38
EN300-2853791_1 1 1 CID: EN300-2853791 1 1 1
NN
/ SM I L ES CN(C)C(=0)c1en(nn1)CC(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Neaence5eaccecs
RUN: RUN7252
-0.38
0.27

C[C@@]1(CCCNS1(=0)=0)C(=0)NCC[C@]2(CCOc3c2cc(cc3)Cl)C(=0)NedenceSedceees

HN o
N
/ P« DDG (kcal/mol):
N
N / \ o o
ZN
N dDDG (kcal/mol):
CID: EN300-1709315_3 1 1

EN300-1709315 3 1 1
NN
P SMILES:
N’ RUN: RUNG6460
DDG (kcal/mol): -0.37
0.34

dDDG (kcal/mol):

- 491 -



sprint-5-dimer-x11498-dimer-neutral

EDG-MED-90036822-20 2

AN
SMILES:

Z
F
o)
HN © RUN:
N
N
N | \
DDG (kcal/mol):
N
0
dDDG (kcal/mol):

CID:

EDG-MED-90036822-20_2

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)ClNC(=0)[C@H](c5enc[nH]5)F

RUN1560

-0.37

0.23

EN300-151411 1 1 1
NN
P SMILES:

HN o RUN:
N=N y DDG (kcal/mol):
l
NN y/,
o) o) dDDG (kcal/mol):

CID:

EN300-151411 1 1 1

CCnlc(c(nn1)C(=0)N[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Ncacnec5caccec5)C

RUN7053

-0.37

0.29

EDG-MED-90036822-12 2
Y
2 SMILES:

HN o
RUN:
N
NH; ,\/\( DDG (kcal/mol):
OJ'% N o o)

dDDG (kcal/mol):

CID:

EDG-MED-90036822-12_2

INC(=0)/C=C/ @@HISC(FON

RUN1570

-0.37

0.32

BEN-DND-c852c98b-5_1

CID:
NN
O .
0 P SMILES:
AR
HN 0 RUN:
DDG (kcal/mol):
o dDDG (kcal/mol):

BEN-DND-c852c98b-5_1

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

RUN1104

-0.37

0.08

- 492 -



EN300-67791 1 1 1

sprint-5-dimer-x11498-dimer-neutral

CID: EN300-67791 1 1 1
NN
/ SM I L ES CC(C)[C@@H]1C(=0)NCCN1C(=0)C[C@]2(CCO 1)C(=0)
RUN: RUNG6602
DDG (kcal/mol): -0.37
dDDG (kcal/mol): 0.38
EN300_53656—1—2—1 CID: EN300-53656_1 2 1
AN
/ SM I L ES C[C@H](CNC(=0)C[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nec3enccdc3ccccd)CO
HN 0 RUN: RUNG6718
DDG (kcal/mol): -0.37
” H \('l e
- N
\/\/ dDDG (kcal/mol): 0.25
HO @) O
EN300_365650—1—1—1 CID: EN300-365650 1 1 1
Y
/ SM I L ES C[C@@H](C1CN(C1)C(=0)C[C@]2(CCO 1)C(=0} o
HN (0] RUN: RUN7639
DDG (kcal/mol): -0.37
dDDG (kcal/mol) 0.25
CID: EN300-315836_4 1 1
S M I L ES: clece2c(c1)encc2NC(=0)[C@@]3(CCOc4c3ec(ccd)Cl)CCCNC(=0)e5[nH]cens
RUN: RUN6304
DDG (kcal/mol): -0.37
dDDG (kcal/mol):
- 493 -

0.31




sprint-5-dimer-x11498-dimer-neutral

EN300-217499 1 1 1
ANV
Z

EN300-143449 4 1 1

NN
2

HN o]
o /\/llo
(i\\/\}~H 0
N
K

EN300-52768 3 1 1
Y
Z

(o]
1o

HN (e}

H /'Oo
N
(e}
& L« K
S
Vandi °

EDJ-MED-d203f206-10_1
NN

OH

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-217499 1 1 1

C[C@@](C1CCOCC1)(C(=0)N[C@]2(CCOX 1)C(=0! o

RUN7647

-0.37

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-143449 4 1 1

clece2e(c1)ence2NC(=0)[C@@13(CCOc4c3ec(cod)Cl)CCCNC(=0)CCCN(=0)=0

RUNS5467

-0.37

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-52768_3 1 1

CCCS(=0)(=0)[C@@H](C)C(=0)NCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3enceac3ececd

RUN6141

-0.37

0.44

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-d203f206-10_1

RUN2425

-0.37

0.39

- 494 -



sprint-5-dimer-x11498-dimer-neutral

EN300-19762 1 1 1
NN
Z

HN O
HO

HO\\:/\N ~<m.

EN300-86732 1 1 1

AN
P

HN O
H
N

H

N\/\«

O—(( ° N=0
(6]
O

ED_-GRI-5b13fbe2-4 1

NN
N
~ N
N |
HN o) \ NH
%
NH3
o
o)

EN300-399606 1 1 1
Y
Z

OH
< { f

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-19762 1 1 1

clccc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CC(=0)N(CCO)CCO

RUNS3000

-0.37

0.39

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-86732_1 1 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cec(ced)CNC(=0)CCNC(=0)[C@@HISCCCO5

RUNS5488

-0.37

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ED_-GRI-5b13fbe2-4 1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)OC[C@H](c5n[n-JnnS)[NH3+]

RUN1386

-0.37

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-399606_1 1 1

clcce2e(cl)encc2NC(=0)[C@ @]3(CCOc4c3cc(ccd)ClINC(=0)c5ce6n(nS)CCCIC@@H]60

RUNS3538

-0.37

0.24

- 495 -



sprint-5-dimer-x11498-dimer-neutral

EN300-1600517 1 2 1
NN
Z

HN O

F

@)
OH

EN300-53591 2 1 1

NN
e

N

(¢)
LX)
o

MIC-UNK-5a93dd5f-12_3

Y
v

H

o /
N
H

HN
#o

H.N

HNYO

EN300-91609 1 1 1
NN
Z

HN (O]

H
I,' H
o LI
\\/N
O (0]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1600517_1 2 1

clcec2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)OC[C@H](CO)F

RUN7795

-0.37

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-53591 2 1 1

clecee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)CI)ICNC(=0)C5CCC(CCE)NC(=0)N

RUN7449

-0.37

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-5a93dd5f-12_3

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

RUN701

-0.36

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-91609_1 1 1

cleec2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)CC(=0)NSCCO[C@@H]6[C@@H]5C6

RUN6411

-0.36

0.27

- 496 -



sprint-5-dimer-x11498-dimer-neutral

EN300-14767 2 2 1
NN
Z

HN O
O
/llo
H.N H
)\N o
O

EN300-2977549 4 1 1
NN

MAK-UNK-8be7dca9-2 1

H.N

NN
o Z

HN (0]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-14767 2 2 1

clecc2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)CNC(=0)[C@H]5CCCN(C5)C(=0)N

RUNS5298

-0.36

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-2977549 4 1 1

CNC(=0)COCCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccdc3ceccd

RUN4392

-0.36

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ED_-GRI-5b13fbe2-20 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cec(ced)COCIC@HISCINH2+]C[C@@H](05)CO

RUN1431

-0.36

0.41

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-8be7dca9-2_1

clcc2e(cc1CC(=0)N)cncc2NC(=0)[C@@H]3CCOc4c3cc(cc4)Cl

RUN429

-0.36

0.07

- 497 -



sprint-5-dimer-x11498-dimer-neutral

EN300-98018 1 1 1
AN
Z

>

ADA-UCB-dc2b944c-16 1 1

AN
s
HN; ;o
O
DAR-DIA-23e5a6a0-1_1 1
N
o

H.N*

EN300-76541 1 3 1
Y
s

=N
w H
(e}

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-98018_1 1 1

CC(=0)N1CC[C@@](C1)(C)C(=O)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Neacneesedceecs

RUN3666

-0.36

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ADA-UCB-dc2b944c-16_1_1

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

RUNS395

-0.35

0.10

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-23e5a6a0-1_1 1

clece2e(c)ence2NC(=0)[C@@H]3CCOcAc3ce(cc40[C@@HISCCCH(INH2+]5)CCCE)CI

RUN6217

-0.35

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-76541 1 3 1

RUN2743

-0.35

0.47

- 498 -



sprint-5-dimer-x11498-dimer-neutral

ED_-GRI-5b13fbe2-30_1

NN
Z

HN (@]

EN300-303908 2 1 1

NN
Z Ho,
(@] NH ~
Y

““y,
o o)
EN300-2855057 3 1 1
NN
P

O/\\N
("

EN300-1717166_3 2 1

N
s
HN o

H ll.o

..,‘(
(0]
(o]
/
HO

HN O
H loo
N
O
o
O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ED_-GRI-5b13fbe2-30_1

clecc2c(cl)encc2NC(=0)[C@@]3(CCOc4c3cec(cc4)Cl)OCCINH2+]CCO

RUN1410

-0.35

0.58

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-303908 2 1 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cec(ced)C)CCC(=0)NSCCIC@IB(CIC@HIBCS)0

RUNS811

-0.35

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-2855057 3 1 1

C[C@@H](C(=0O)NCC[C@]1(CCOc2c1ce(cc2)Cl)C(=0; (=0)N5CCOCC5

RUN7775

-0.35

0.45

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1717166_3 2 1

clecee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)ICCNC(=0)[C@H]5CC56CC(C6)0

RUN4831

-0.35

0.31

- 499 -



MAT-POS-9e€99895-5 1
RN

O~

EN300-7457160_1 2 1

sprint-5-dimer-x11498-dimer-neutral

% 5

EN300-25986_3 1 1

AN
Z

HN (@]
N
C\N [ITH
X ‘\\«H- /
(0]
o)

ADA-UCB-dc2b944c-16 1

ANV
~Z

HN o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-e9e99895-5_1

C[C@@](c1cce(c(c1)CI)Cl)(C(=0)Nc2ence3c2ceee3)NC(=0)cdce5n(n4)CCO5

RUN2074

-0.34

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7457160_1 2 1

RUNS703

-0.34

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-25986_3 1 1

cleee2ce(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)CCNC(=0)CCnSceens

RUNS3710

-0.34

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ADA-UCB-dc2b944c-16_1

CC1(C[C@H](c2cc(cecc201)Cl)C(=0)Nc3cnccdc3ccecd)C

RUNS57

-0.34

0.09

- 500 -



sprint-5-dimer-x11498-dimer-neutral

EN300-49064 1 1 1

N
.
HN (o]
/lu
(o]
NH (o]
nf

EN300-381149 1 1 1

NN
Z

(@] NH
Y \N/N\7
:

EDJ-MED-e4b030d8-3_1

Y
A
ALP-UNI-dbbfd3db-11_1
Y
P

N:iko o)

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-49064 1 1 1

clcec2e(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CC(=0)NC5COC5

RUN7265

-0.34

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-381149 1 1 1

Cnlc(ncn1)C2(CN(C2)C(=0)C[C@]3(CCO 1)C(=0! o

RUNS5963

-0.34

0.32

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)Nc3cnccdc3ceecd

RUN241

-0.34

0.09

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-dbbfd3db-11_1

clece2c(c1)encc2NC(=0)[C@@]3(CCOc4c3ec(ced)Cl)NC(=0)CnScc(c(=0)[NH]c5=0)C#N

RUN2615

-0.34

0.35

- 501 -



sprint-5-dimer-x11498-dimer-neutral

EN300-175487 1 1 1

NN
Z

HN O

X

EN300-173006_4 1 1

NN
y /N§N
N |
N\ _\
N
o=,
2

s.ll"“v

EN300-90142 3 4 1

NN

EN300-59487 1 2 1

AN
Z
HN 0
H
N
..,,‘(
0

o)

HN

O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-175487 1 1 1

cleee2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)CC(=0)NSCCO[C@@H](C5)CO

RUN4256

-0.34

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-173006_4_1 1

C[C@@H](c1nnnn1C)OCCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Neacnce5edceees

RUNG6306

-0.34

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-90142 3 4 1

RUN4037

-0.34

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-59487 1 2 1

clcee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)CIINC(=0)[C@H]SCC(=0)NC5

RUNS796

-0.34

0.26

- 502 -



sprint-5-dimer-x11498-dimer-neutral

EN300-14949 1 1 1

RN
Z
HN O
O N
(6] O

Y

H.N

EDG-MED-5d232de5-1 1

LAU-MED-88a3970a-7_1

OH

MAT-POS-1f3fla6f-1_2

(0] NH
QINH;

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-14949 1 1 1

clcce2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)NC(=0)c5eee(cc5)OCC(=0)N

RUN6182

-0.34

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-5d232de5-1_1

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

RUN2191

-0.34

0.04

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LAU-MED-88a3970a-7_1

clcec2c(cl)encc2NC(=0)[C@@H]3CCOc4c3cc(cc4CCCCO)CI

RUN1351

-0.33

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-1f3f1a6f-1_2

clccc2c(cl)encc2NC(=0)[C@H](c3cce(c(c3)CI)CIH[NH3+]

RUN2091

-0.33

0.36

- 503 -



sprint-5-dimer-x11498-dimer-neutral

EN300-132963 3 2 1

AN
Z SMILES:

AN ° RUN:
O
tN)/_(H yL DDG (kcal/mol):
N
\ © dDDG (kcal/mol):

CID:

EN300-132963 3 2 1

CN1[C@H](CCC1=0)C(=0)NCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Neacnee5edccecs

RUNS5920

-0.33

0.30

ALP-UNI-3735e77e-2_1

AN
P SMILES:

Nz RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

ALP-UNI-3735e77e-2_1

clccec2ce(cl)encc2NC(=0)[C@@H]3CCOc4c3cc(cc4Cl)Cl

RUN1781

-0.33

0.08

EN300-172020_1 2 1
AN
~Z

HN 0 RUN:

\N HO H DDG (kcal/mol):
I\
N 0 o dDDG (kcal/mol):

SMILES:

CID:

EN300-172020 1 2 1

Cnlcc(cnl)C[C@H](C(=O0)N[C@]2(CCO 1)C(=0; ]

RUNG6385

-0.33

0.29

EN300-212814 1 1 1

NN
P SMILES:

HN o
RUN:

<
o/\\ tee DDG (kcal/mol):

N (0] o
/ dDDG (kcal/mol):

CID:

EN300-212814 1 1 1

RUNG068

-0.33

0.32

- 504 -



sprint-5-dimer-x11498-dimer-neutral

DAR-DIA-9e4459de-13 7

SMILES:

o HAO/\/O N\
N\ 22N Z RUN:
HN (¢}

HN

DDG (kcal/mol):

© dDDG (kcal/mol):

CID:

DAR-DIA-9e4459de-13_7

RUN1325

-0.33

0.33

EN300-6482296_3 5 1

AN
Z SMILES:

HN © RUN:

siiH H yLUD DDG (kcal/mol):

dDDG (kcal/mol):

CID:

EN300-6482296_3 5 1

RUNG050

-0.32

0.31

EN300-1664603 1 1 1
NN
Z

HN ¢} RUN:

DDG (kcal/mol):
H——{
S 0 o dDDG (kcal/mol):

SMILES:

ZT

CID:

EN300-1664603 1 1 1

clcce2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)NC(=0)CCe5een[nH]S

RUN4540

-0.32

0.21

EDJ-MED-e4b030d8-3_1_1

CID:
NN
SMILES:
/
HN (6] RUN:
DDG (kcal/mol):
o dDDG (kcal/mol):

EDJ-MED-e4b030d8-3_1_1

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

RUNS751

-0.32

0.09

- 505 -



sprint-5-dimer-x11498-dimer-neutral

BEN-BAS-5c03e89e-1 2
NN

SMILES:
/

RUN:

on N © :
s,
7’"&,, DDG (kcal/mol):
o dDDG (kcal/mol):

CID:

BEN-BAS-5c03e89e-1_2

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

RUN1073

-0.32

0.11

EN300-67191 1 1 1
NN
Z

HN (¢} RUN:
0
H DDG (kcal/mol):
[ 2\/*( |
o o dDDG (kcal/mol):

SMILES:

CID:

EN300-67191 1 1 1

clcee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)CIINC(=0)CCNSCCCC5=0

RUN7721

-0.32

0.27

EN300-6729572 1 2 1
AN
P SMILES:

HN 0
RUN:

H
\}m‘(“ DDG (kcal/mol):
(0] O

dDDG (kcal/mol):

.
-
-

OH

CID:

EN300-6729572_1 2 1

C[C@H]([C@@H]1LC[C@@H]1C(=O)N[C@]2(CCO 1)C(=0; o

RUN4528

-0.32

0.22

BEN-DND-c852c98b-5 1 1

CID:
NN
O .
0 P SMILES:
AR
HN 0 RUN:
DDG (kcal/mol):
o dDDG (kcal/mol):

BEN-DND-c852¢98b-5_1_1

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

RUN7628

-0.32

0.09

- 506 -



sprint-5-dimer-x11498-dimer-neutral

EN300-206592 1 1 1

Y
Z

HN o
H
N
o)
&
N (@] [e)
& N
H,N o

EN300-139167 1 2 1

Y

o

HN OXO
O)

(0]

EN300-6489289 3 2 3

NN
P

HN O
H /'lo
" N
R4
HN\ N+'H O ©
NJO'
H ()

EN300-2007620 1 1 1
NN
Z

OH HN (O]

O~

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-206592 1 1 1

CCC[C@@H](C(=0)N[C@]1(CCOc2clce(cc2)Cl)C(=0)Ne3encedc3ecced)S(=0)(=0)N

RUN7065

-0.32

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-139167_1 2 1

clccc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)OC[C@H]SCOCCO5

RUN4574

-0.31

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6489289_3 2_3

clc J1[C@H](CC2)C(= 4c3ec(cod)CI)C

RUN4661

-0.31

0.42

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-2007620_1 1 1

clecee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)CC(=0)NSCC[C@@H](OCC5)CO

RUNG6142

-0.31

0.29

- 507 -



sprint-5-dimer-x11498-dimer-neutral

EN300-6498856_1 1 1

EN300-310022 1 4 1

\N
/

HN (©)

HO
,'o H
N
"
(0] (0]

EN300-294602 1 1 1

NN
P
HN o)
— N
Y/
o) o
o= =0

v
NH,

EDJ-MED-9e38fd34-1 1

NN
Z

HN (0]

Iz

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6498856_1 1 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cec(ced)COCCIC@@H]SC(=0)NC(=0)N5

RUNG6316

-0.31

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-310022_1 4 1

cleec2e(e1)ence2NC(=0)[C@@]3(CCOeAc3ce(ced)CINC(=0)[C@HISCIC@HI(CNSC6eencn6)O

RUN4463

-0.31

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-294602_1 1 1

clcce2c(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)NC(=0)c5eesc5S(=0)(=0)N

RUN3264

-0.31

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-9e38fd34-1_1

C[C@@]1(c2cc(ccc2NC1=0)Cl)C(=0)Nc3cnccdc3ceecd

RUN2179

-0.31

0.25

- 508 -



sprint-5-dimer-x11498-dimer-neutral

EN300-6764893 1 1 1

e

HN O

O
/,'
[ITH
N
(0] (0]

RAL-THA-8416115c-14 3

N
5

HN (©)

\’N

HN N
N =

EN300-77092 4 1 1
NN

MAT-POS-f9802937-7 1
NN
~ ~Z

HN O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6764893 1 1 1

clcee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)CC(=0)NSCC[C@@H](C5)0CCO

RUN7288

-0.31

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-8416115c-14_3

clcce2c(cl)ence2NC(=0)[C@@H]3CCN(c4c3cc(cc4)Cl)Ce5en[nHInS

RUN1201

-0.31

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-77092_4 1 1

clecc2ce(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)CCCOCC50CCO5

RUNG6019

-0.31

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-f9802937-7_1

COclccc2encc(c2c1)NC(=0)[C@@H]3CCOc4c3cc(cc4)Cl

RUN2231

-0.31

0.06

- 509 -



sprint-5-dimer-x11498-dimer-neutral

EN300-104088 1 1 1

HO

\\\
OCN 5{

NN
Z

HN O

EN300-92031 4 1 1

EN300-379533 1 1 1
NN
Z

HN

Ho C“ ~{.

loo
(0]

EN300-61021 2 1 1

NN
~Z

@) NH
Nl

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-104088 1 1 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cec(ced)CCC(=0)NSCCC(CCE)0CCO

RUNG6447

-0.30

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-92031 4 1 1

clece2ce(cl)encc2NC(=0)[C@@]3(CCOx )Cl)CCCOC:

RUN7263

-0.30

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-379533 1 1 1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CC(=0)NSCCC(CC5)0

RUNG6248

-0.30

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-61021 2 1 1

clece2c(cl)encc2NC(=0)[C@@]3(CCO

1)CCC(=0)NC

RUN6236

-0.30

0.27

- 510 -



sprint-5-dimer-x11498-dimer-neutral

EN300-718785_1 1 1
NN
P

HN (0]
H
N
OM
) (@] (@]

EN300-104493 1 2 1

N
P

[N
o
o—\\/NH o
o

\\

(LM

= o0H

EN300-39305 1 1 1

NN
P
HN 0
(‘ NH* «
o o
o« —)

(1]
o}

EN300-71558 1 1 1

NN
P

/o_(n‘/\‘g !:o;

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-718785 1 1 1

CCN1[C@@H](CCC1=0)C(=0)N[C@]2(CCOc3c2cc(ce3)CIC(=0)Nedence5edecces

RUN4484

-0.30

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-104493 1 2 1

cleeec2ce(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)CC(=0)N[C@H](CO)[C@@H]5CCOCS5

RUNG6177

-0.30

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-39305_1 1 1

clcee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)CIINC(=0)CNSCCS(=0)(=0)CC5

RUNG6636

-0.30

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-71558 1 1 1

COC(=0)NCCC(=0)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3encc4c3ceccd

RUNS520

-0.30

0.23

-511 -



sprint-5-dimer-x11498-dimer-neutral

EN300-36089 3 1 1

NN

\ s
ALF-EVA-ced740bd-2_1
!
Y
y

HN O

EN300-250593 1 1 1

NN
/
0
HN 0
K NH;
H
s
2
o

EN300-1273172 2 1 1

Y

S
S

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-36089 3 1 1

clcce2e(cl)encc2NC(=0)[C@ @]3(CCOc4c3cc(ccd)Cl)CCNC(=0)CNC(=0)c5eences

RUN4988

-0.30

0.39

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALF-EVA-ced740bd-2_1

COclcc2ence(c2¢(c1)CINC(=0)[C@@H]3CCOc4c3cc(cc4)Cl

RUN2611

-0.29

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-250593 1 1 1

clcce2e(cl)ence2NC(=0)[C@ @]3(CCOc4c3cc(ccd)CINC(=0)C[C@@H]5CC(=0)N5

RUNG6247

-0.29

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1273172 2 1 1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CNC(=0)c5enc(cn5)C(=0)N

RUN7668

-0.29

0.24

-512 -



sprint-5-dimer-x11498-dimer-neutral

EN300-250593 4 2 1

NN
Z

(0] HN
0."
N
H H
N

DAR-DIA-Ocdel4eb-58 2

AN
Z

o NH

[ ",

EN300-198633 3 2 1

AN
2

HN e]

Jlo.

ZT

HN (6]

ALF-EVA-5b152d2f-1_1

NN
Z

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-250593 4 2 1

cleee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CCCNC(=0)C[C@H]5CC(=0)NS

RUN6102

-0.29

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-Ocdel4eb-58_2

C[C@H](clccee(c1)C2(CC2)l)C(=0)Nc3cencc4c3ceecd

RUN27

-0.29

0.38

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-198633 3 2 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cee(ced)C)CCNC(=0)C[C@H]SCCCCNC5=0

RUNG6633

-0.28

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALF-EVA-5b152d2f-1_1

clccec2c(cl)cncc2NC(=0)[C@@H]3CCCOc4c3cc(cc4)Cl

RUN2167

-0.28

0.19

- 513 -



sprint-5-dimer-x11498-dimer-neutral

EN300-52768 1 2 1
NN
Z

e

ALP-POS-f13221e1-2 1

NN
P

HNTO

(0]

Zo“‘

EN300-31147 1 1 1

AN
P

HN (o]
H
N
H
N\/\«
b\( o) 0
(@]

ALP-POS-696356e4-1 1
N
~Z

HN (@]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-52768 1 2 1

CCCS(=0)(=0)[C@H](C)C(=0)N[C@]1(CCOc2c1cc(cc2)Cl)C(=0)Ne3enceac3ececd

RUNG6392

-0.28

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-f13221e1-2_1

clccc2c(cl)encc2NC(=0)COc3ccec(c3)Cl

RUN147

-0.28

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-31147 1 1 1

cleee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)CIINC(=0)CCNC(=0)C5CCs

RUN7113

-0.28

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-696356e4-1_1

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

RUN1198

-0.28

0.04

-514 -



sprint-5-dimer-x11498-dimer-neutral

EN300-1425608 1 1 1

G
s
EN300-1452069_3_1_1

NN
Z
HN o

HO H LT
N

)

EN300-7431629 3 2 1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1425608_1 1 1

RUNG6429

-0.28

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1452069 3 1 1

cleec2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)CI)CCNC(=0)[C@@H](CC5CCOCC5)0

RUNS5889

-0.27

0.43

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7431629 3 2 1

RUN3205

-0.27

0.69

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-80940 1 1 1

RUN3490

-0.27

0.31
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sprint-5-dimer-x11498-dimer-neutral

EDG-MED-90036822-39 1

CID: EDG-MED-90036822-39 1
NN
/ SM I L ES: C[C@@H](CO)NCC(C(=O)N[C@]1(CCOc2clce(cc2)Cl)C(=0)Ne3enccac3ccecd)(F)F
HO HN 0 RUN: RUN1621
\d
\\/F\«H DDG (kcal/mol): -0.27
F o) o dDDG (kcal/mol): 0.32
EN300'2008102_3_2_1 CID: EN300-2008102_3 2 1
Y
P SMILES:
HN © RUN: RUN6280
"
[T DDG (kcal/mol): -0.27
ﬂL o s
o Nf © dDDG (kcal/mol): 0.44
EN300-7355477_1 3 1 CID: EN300-7355477_1 3 1
Y
/ S M I L ES: (c1)encc2NC(=0)[C@@]3(CCOe4c3ce(ced)Cl)CC(=0)NSCIC@HIECIC@H](IC@@H)(C[C@H]6C5)0)0
HN 0 RUN: RUNG6757
HO ., g
- tee DDG (kcal/mol): -0.27
HO . N “(
= o o dDDG (kcal/mol): 0.30
EN300-6505003 3 4 1

CID: EN300-6505003 3 4 1
RN
/ SM I L ES: C[C@H]1CC[C@H](C(=0)N1)C(=0)NCC[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Ncdcnce5edccees
HN O
RUN: RUN4649
Un
HJ DDG (kcal/mol): -0.27
N (0]
H 0
o dDDG (kcal/mol): 0.35
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sprint-5-dimer-x11498-dimer-neutral

EN300-69312 1 1 1
N
Z

HN o

HO
/,'
LI
N
O (0]

EDG-MED-90036822-64 1
NN
Z

HN (O]
=
F\Q
H
H N
O~
(6] O

ALP-POS-ce760d3f-7_1
N
Z

HN (@]

EN300-299920 1 1 1

NN
Z

HN O
HO
HO LTS
N
HO O (0]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-69312 1 1 1

clcce2c(cl)encc2NC(=0)[C@ @]3(CCOc4c3cc(ccd)Cl)CC(=0)NSCC[C@@H])(C5)0

RUN7405

-0.27

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-64_1

clecc2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cec4)ClINC(=0)C5CN(C5)CC(F)F

RUN1649

-0.26

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ce760d3f-7_1

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

RUN1300

-0.26

0.04

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-299920 1 1 1

RUNS5485

-0.26

0.45
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sprint-5-dimer-x11498-dimer-neutral

EN300-315854 3 2 1

H
N

o

DAR-DIA-0d514e7d-3_1 1

AN

Z

HN 0
%

EN300-69368 2 1 1

NN
y/

HN 0
/n

o
e
N
H
o} OH o}

EN300-95698 1 3 1

NN
Z
HN 0
H
o N
S JE@
N
H o 0

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-315854 3 2 1

C[C@]1(CCNC(=0)C1)C(=0)NCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedcnce5edccees

RUN7089

-0.26

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-3_1_1

CC1(COc2ccc(cc2[C@@H]1C(=0)Nc3cnccdc3ceccd)Cl)C

RUN7167

-0.26

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-69368_2 1 1

cleec2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)CNC(=0)C5(CCOCC5)0

RUNG6903

-0.26

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-95698 1 3 1

C[C@@H]1CC(=0)NC[C@H]1C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncacnce5edceees

RUN2853

-0.26

0.22
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sprint-5-dimer-x11498-dimer-neutral

EN300-54541 4 1 1
NN .
= g
....m\\//H o)

EN300-45049 4 1 1

MAK-UNK-c749d764-28 1

©:)\l
=
OH F
N

I

O O

EN300-203293 4 1 1

</O
3
O ==

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-54541 4 1 1

clcee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CCCNC(=0)[C@H]5CCC(=0)NS

RUNG6638

-0.26

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-45049 4 1 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cec(ced)C)CCCNC(=0)[C@@HISCCS(=0)(=0)NS

RUN7572

-0.25

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-c749d764-28_1

clecc2e(cl)ence2N(C=0)C(=0)C[C@@H]3CCC[C@@H]([C@@H]30)C(F)F

RUN1004

-0.25

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-203293 4 1 1

cleee2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)CCCOC[C@@H]SCNC(=0)05

RUN4677

-0.25

0.36
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sprint-5-dimer-x11498-dimer-neutral

EN300-174668 4 2 1
AN

EN300-117931 2 1 1

AN
~Z

HN (0]

O
# /.'..
N
H
(0]
HO

EN300-92031 1 1 1
Y
Z

HN 0 Omnp
\
\N)\(/N\NH
O
N=/
O

DAR-DIA-Ocdel4eb-53 1
NN
Z

HNYO

HN

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-174668_4 2 1

CO[C@]1(CCOC1)C(=0)NCCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Neacnce5eaceees

RUNS5012

-0.25

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-117931 2 1 1

CC(C)(CC(=0O)NC[C@]1(CCOc2clce(cc2)Cl)C(=0)Ne3enccdc3ceced)O

RUN7187

-0.25

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-92031 1 1 1

clcce2ce(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)OCe5nc(no5)c6[nH]ncn6.

RUN4704

-0.25

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-Ocdel4eb-53_1

clccc2c(cl)encc2NC(=0)Ne3ceec(c3)C4(CCa)l

RUNS

-0.25

0.34
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sprint-5-dimer-x11498-dimer-neutral

EN300-209068 1 1 1

NN
Z

HN O

ITH

~~<C

EN300-103144 1 1 1

NN
s

HN 0
HO H
- N
L d
-~ o) o

EN300-253187 2 1 1

NN
Z

HN o

H
:S..'TQ

SR

EN300-85760 2 2 1
N
Z

HN O
O
J)* "
N
H
O
(0]

O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-209068 1 1 1

C[C@H](CN(C)C(=0)C[C@]1(CCOX 1)C(=0 le)

RUNS5663

-0.25

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-103144 1 1 1

CSCC[C@@H](C(=0)N[C@]1(CCOc2clce(cc2)Cl)C(=0)Ne3enceac3ecced)O

RUNS5969

-0.25

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-253187 2 1 1

cleee2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)CCC(=0)NC[C@@H]5COCO5

RUN7445

-0.24

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-85760_2 2 1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3ce(ccd)Cl)CNC(=0)[C@H]5CCOS

RUNS5168

-0.24

0.20
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sprint-5-dimer-x11498-dimer-neutral

EN300-52467 2 1 1
AN
s

HN (e}

/lu
ofo
S~ ’

HO

EN300-7457160 1 2 2

NN 0
S
‘\
HN O .

(@)
FC\

o) H

EN300-1709745 2 1 1

N Oq
Z N
OVNH \ IE

ZT

EN300-30458 3 1 1

NN
v

HN (0]

H /'lo
— N
Y
O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-52467 2 1 1

clece2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)COCCOCCO

RUN4976

-0.24

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7457160_1 2 2

RUNS5669

-0.24

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1709745 2 1 1

clece2c(c1)encc2NC(=0)[C@@]3(CCO )CI)CCC(=O)NC 6COC6

RUNS715

-0.24

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-30458 3 1 1

CN1CC[C@@H](CC1=0)C(=0)NCCIC@]2(CCO )C(=0)

RUN7191

-0.24

0.28

- 522 -



sprint-5-dimer-x11498-dimer-neutral

EN300-62192 3 1 1

NN
v

HN (o)

H /'Oo
N

O

EN300-268198 4 2 1

NN
H.N ~

H
N

o) HN O
H
N
0 \\/llu
O

MAK-UNK-ffc90da7-6_2

AN
v
o NH
N T

EN300-817777 2 1 1

H.

HO

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-62192 3 1 1

clece2c(c1)ence2NC(=0)[C@@]3(CCO4c3ec(ced)C)CCNC(=0)C5CC(=0)NC(=0)C5

RUN7805

-0.24

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-268198 4 2 1

C[C@H](CC(=0)NCCC[C@]1(CCOc2clec(cc2)Cl)C(=0)Ne3enceac3ecec4)NC(=0)N

RUN7778

-0.24

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-ffc90da7-6_2

C[C@H](C[NH2+]CCCO)clcec2ence(c2¢1)NC(=0)Cc3ccec(c3)Cl

RUNG615

-0.24

0.41

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-817777_2 1 1

€lecc26(c1)encc2NC(=0)[C@@J3(CCOrAC3ee(ced)C)CCC(=OINSCCCIC@HIBIC@@IS(C)C(=ON

RUNG6499

-0.23

0.31
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sprint-5-dimer-x11498-dimer-neutral

EDJ-MED-ee07cf00-6_1

EN300-24804 1 1 1

Y
P

HN (o]

H

N

@] M F;O
/
(o]

EDG-MED-971238d3-2_1

RAL-THA-1d44ff04-13 1

N
P
0 NH
o5 ENH
|
OH

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee07cf00-6_1

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

RUN2670

-0.23

0.48

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-24804 1 1 1

COC(=0)CCCC(=0)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccac3ceecd

RUNS700

-0.23

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-971238d3-2_1

clcec2c(cl)encec2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)CO

RUN1288

-0.23

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-1d44ff04-13 1

clccc2ce(cl)encc2NC(=0)Cce3cc(cc(c3)Cl)C(=0)NO

RUN389

-0.23

0.29
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sprint-5-dimer-x11498-dimer-neutral

EN300-69162 4 1 1
Y

MAT-POS-fce787c2-11 1

Y
Z
HN 0
; I OH

EDJ-MED-d203f206-28 1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-69162 4 1 1

C[C@@H](COC)C(=0)NCCC[C@]1(CCOc2c1ce(cc2)Cl)C(=0)Ne3enceac3ccecd

RUNG6803

-0.23

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-fce787c2-11_1

clccec2c(cl)encc2NC(=0)[C@@H](CO)c3cec(c(c3)Cl)Cl

RUN1981

-0.23

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-d203f206-28_1

clecc2e(cl)encc2NC(=0)[C@ @]3(CCOc4c3cc(ccd)Cl)CC(=0)NCSCCN(CC5)c6[nH]nen6

RUN2446

-0.23

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-60033_3 2 1

clcee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(cc4)CI)ICCNC(=0)COC[C@H]5CCCO5

RUNS3813

-0.23

0.31
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sprint-5-dimer-x11498-dimer-neutral

EN300-261859 2 1 1

NN
P

HN (0]

O
h
0 / y
N
H
HNQ LNH

EN300-204935 2 1 1

NN
2
/.
\N LITH
/

EN300-305294 1 7 1

NN
Z

HN (©]

[ITH
‘\
HOM

1z

EDJ-MED-d203f206-18_1

NN
P/

"
o5

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-261859 2 1 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOcAc3ee(ced)CCNC(=0)[C@@H]SC(=0)NSNS

RUNG6360

-0.23

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-204935 2 1 1

Cnlncc(n1)C(=0)COC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncdcncc5edccecs

RUN7711

-0.23

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-305294 1 7 1

RUNG6394

-0.23

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-d203f206-18_1

clecc2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)CC(=0)Ne5neenn5

RUN2412

-0.23

0.25
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sprint-5-dimer-x11498-dimer-neutral

EN300-783124 3 2 1

EN300-220194 1 1 1
NN
Z

HN 0
0 i\(H
N
HO
o 0

EN300-188217 1 1 1

NN
Z

HN 0
H
N
04
/ o 0 o

EN300-65115 2 1 1
Y
Z

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-783124 3 2 1

clece2e(c1)ence2NC(=0)[C@@]13(CCOc4c3cec(ced)C)CCNC(=0)[C@H](C@@H]SCCOCS)F

RUNG6488

-0.22

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-220194 1 1 1

C[C@@H]([C@@H](C(=0)N[C@]1(CCOc2clec(cc2)Cl)C(=0)Ne3enceac3ceec4)0)OC

RUNS324

-0.22

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-188217_1 1 1

CC(C)(CS(=0)(=0)C)C(=0)N[C@]1(CCOc2c1ce(cc2)Cl)C(=0)Ne3encedc3ececd

RUN6231

-0.22

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-65115 2 1 1

clcce2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CCC(=0)NSCC(C5)0

RUN7198

-0.22

0.26
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sprint-5-dimer-x11498-dimer-neutral

EN300-1387145 3 4 1

N
-
HJ'..
o= \ >
EN300-208959 1 1 1
Y
s

EN300-1707870 1 1 1
NN

EDG-MED-90036822-92_1

NN
Z

N~ HN 0
i
NH* ¢ H
\+«N
F o) o)

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1387145 3 4 1

CS(= [C@H]1CCCIC@HIIC(= a ChC(=C

RUNS600

-0.22

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-208959 1 1 1

RUNG6524

-0.21

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1707870_1 1 1

clecc2ce(c1)encc2NC(=0)[C@@]3(CCOc4c3ec(ced)Cl)CC(=0)NSCC[C@@](C5)(CCO)CO

RUN7635

-0.21

0.43

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-92_1

C[N@](CCC#N)CC(C(=0)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3enccdceeced)(F)F

RUN1737

-0.21

0.33

- 528 -



sprint-5-dimer-x11498-dimer-neutral

EN300-68889 3 1 1

AN
Z

HN (@]
("
N
H [ITH
o N‘/
O
O

ED_-GRI-5b13fbe2-54 1

NN
Z

HN (e}

\/\’ /N~N
N P NH3

ALP-POS-696356e4-1 1 1
N
~Z

HN (@]

EN300-7431629 1 1 1
NN
Z

HN

o
H
HN =N H
/L N
N+
S
K 0 o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-68889 3 1 1

CCNC(=0)CCC(=0)NCCIC@]1(CCOc2elce(ce2)CC(=0)Ne3encedcdecccd

RUNG6164

-0.21

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ED_-GRI-5b13fbe2-54 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3ee(ced)COCTTNEE(c(nS)CINH3+)C(F)F

RUN1523

-0.21

0.39

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-696356e4-1_1 1

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

RUN7511

-0.21

0.04

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7431629 1 1 1

Celnnc2n1CCIC@@I2(C)C(=0)N[C@I3(CCOcAc3ce(ced)Cl)C(=0)Ne5encebeseeees

RUN3742

-0.21

0.27

- 529 -



sprint-5-dimer-x11498-dimer-neutral

EN300-1644703 1 1 1

NN
Z

HN (0]
OH H T
N
(0] (0]

EN300-7457160 3 1 1

OH
,’0. [ITH
r>—¥o
(@]
~y o
H

EN300-52325 3 1 1
Y
Z

HN (e}

H /'Oo
N
O
A« ‘s o

EN300-252683 1 1 1

NN
P

HN o
N
(0]
NH [¢]
\}
&

0 ", 7/

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1644703 1 1 1

clcce2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CC(=0)NCC5(CC5)0

RUNG555

-0.21

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7457160_3 1 1

RUN3966

-0.21

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-52325 3 1 1

CCCS(=0)(=0)CC(=0)NCC[C@]1(CCOc2c1cc(cc2)Cl)C(=0)Ne3enceac3cceed

RUN4457

-0.20

0.46

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-252683 1 1 1

CO[C@@H]1COC[C@@H]1INC(=0)C[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedcnee5edccecs

RUN4566

-0.20

0.26
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sprint-5-dimer-x11498-dimer-neutral

EN300-6745081 1 2 1

T
ZT

VLA-UCB-05e51b3f-14 1

ALP-POS-d3acb8cc-1 1 1

NN

Z

HN 0
/5@

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6745081_1 2 1

CIC@I1(CCCONCI-OIC(-ONC@I2(CCO ye(eo
RUNS5698

-0.20

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-05e51b3f-14_1

clccec2c(cl)encc2NC(=0)N(CCC3CCCCC3)caccec(cd)Cl

RUN295

-0.20

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-4293814 3 1 1

clcee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)ICCNC(=0)CS(=0)(=0)CCO

RUN3104

-0.20

0.50

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-d3ach8cc-1_1 1

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

RUNS524

-0.20

0.09
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sprint-5-dimer-x11498-dimer-neutral

EN300-651177 1 1 1
N
2

I
EN300-62074 1 1 1
Y
Z

EN300-103187 1 1 1

Y
~Z o
HN 0 HI

~

o

EN300-861925 2 1 1
ANV
~Z

HN (@]

E
/llu
(0]
HO
(0]

HN (©]
H
\N}” o) F”:o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-651177_1 1 1

C[C@@H](C(=0)N[C@]1(CCOc2c1ce(cc2)Cl)C(=0)Ne3enceac3ccced)NC(=0)Cn5ennns

RUNG6842

-0.20

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-62074 1 1 1

CC(=0)N[C@@H](CCOC)C(=0)N[C@]1(CCOc2c1ce(ce2)Cl)C(=0)Ne3enceac3ccecs

RUN4278

-0.20

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-103187_1 1 1

CCOCCNC(=0)CO[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3enceac3ceccd

RUNS563

-0.20

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-861925 2 1 1

clcec2c(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)CO[C@@H](CO)F

RUN7310

-0.20

0.24
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sprint-5-dimer-x11498-dimer-neutral

EN300-14752 1 1 1
NN
P SMILES:

0
HN © RUN:
N
N 0
DDG (kcal/mol):
0
dDDG (kcal/mol):

CID:

EN300-14752 1 1 1

CC(=0)N1CCC[C@@H](C1)C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedence5caceees

RUN2739

-0.20

0.16

EN300-314088 1 1 1

CID:
Y
SMILES:
/
OH HN o RUN:

‘ DDG (kcal/mol):
LI
HO\/ON{

o o dDDG (kcal/mol):

EN300-314088 1 1 1

(= HI(C5)CO)CO

RUNS707

-0.20

0.30

DAR-DIA-0d514e7d-16_1

CID:
N
Z SMILES:
HN (0]
RUN:

/)

CIJ
DDG (kcal/mol):

F

@ dDDG (kcal/mol):

DAR-DIA-0d514e7d-16_1

C[C@H]1COc2c(cc(cc2[C@@H]1C(=0)Nc3encc4c3ccccd)Cl)c5cccee5F

RUN796

-0.20

0.21

EN300-7375395 2 1 1

NN
_ SMILES:

RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

CID:

EN300-7375395 2 1 1

CC[C@@H](C(=0)N)NC(=0)CC[C@]1(CCOc2clce(cc2)Cl)C(=0)Nc3enccde3ecced

RUN7371

-0.20

0.30
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sprint-5-dimer-x11498-dimer-neutral

EN300-208204_1 1 1

3
kdE@

EN300-7493939 1 1 1

NN
Z
HN

O

RAL-THA-c9f97604-2_1

N
O
HN o
o
0
0
o

EN300-141480 1 2 1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-208204_1 1 1

clecc2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)CC(=0)N[C@@H](CO)C(=0)N

RUNG6233

-0.19

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7493939 1 1 1

CC1(CN(CC(=0)N1)C(=0)C[C@]2(CCO 1)C(=0;

RUN4797

-0.19

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-c9f97604-2_1

clecc2c(cl)ence2NC(=0)[C@H]3c4cc(cec4[C@@H]50C[C@H]305)Cl

RUN457

-0.19

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-141480 1 2 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOcAc3cc(ced)Cl)CC(=0)N[C@H]SCCCN(C5=0)CCO

RUNG6338

-0.19

0.33
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sprint-5-dimer-x11498-dimer-neutral

EN300-51257 2 1 1
AN
~Z

Mo
/’

RAL-THA-4aa06b95-5 2

>
&
P

EN300-7471076_1 4 1
AN
Z

\\\"kf

HN (@]

HO'I.C 5(“"
N
o]

EN300-761220 3 1 1

uy

O~ C
&

(0]

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

SMILES:

RUN:

EN300-51257_

211

C[C@@H](C(=0)NC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3encedc3ceec4)OC

RUNS5473

-0.

0

19

.27

CID:

SMILES:
RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-4aa06b95-5_2

COCC(=0)N1CC[C@H](c2clcce(c2)Cl)C(=0)Nc3encc4c3ceccd

RUN1169

-0.19

0.29

CID:

1)C(=0,

EN300-7471076_1 4 1

C[C@H]1[C@H](CN1C(=0)C[C@]2(CCO

SMILES:
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

RUNS724

-0.19

0.24

CID:

1)C(=0

EN300-761220 3 1 1

CC(=0)N1CSCIC@@H]1C(=0)NCC[C@]2(CCO!

SMILES:
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

RUN3659

-0.19

0.31
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sprint-5-dimer-x11498-dimer-neutral

JOH-UNI-3fc3434e-7_2

\
...{ g\ 5

EN300-7353973 1 1 1
Y
s
'

H\( loo
N
(0]

O

k(ﬂ

HO

EN300-310254 1 2 1

EDG-MED-90036822-107_1

AN
/.
HN o
H
N H
/ N
/C/)*(
F
o

@)

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-UNI-3fc3434e-7_2

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

RUN1778

-0.19

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7353973 1 1 1

clccc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CC(=0)NC[C@@H](CO)F

RUNG6458

-0.19

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-310254 1 2 1

1cee2c(c1)ence2NC(=0)[C@@]3(CCOeAe3ce(ccd)CCC(=0)NIC@HISC(=0)NCCE6CCOCCE

RUN7716

-0.19

0.45

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-107_1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)NC(=0)c5ec(c[nH]5)F

RUN1694

-0.19

0.21
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sprint-5-dimer-x11498-dimer-neutral

EN300-19542 4 2 1
AN

EN300-194442 1 2 1

ANV
Z

HN O

loe,
(0] N
(0] O

DAR-DIA-6a508060-3 1 1
NN
~Z

HN (0]

CID:

SMILES:
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

EN300-19542 4 2 1
CICBHIC(-ONCECICBIL(CCOR2:100(es2)CIC(=ONencaAcossca)o
RUN3750
-0.19

0.34

CID:

SMILES:
RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-37195 3 1 1

NGOG IS COCCLONC BHECCCCNC0

RUN4744
-0.19

0.29

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

dDDG (kcal/mol):

EN300-194442 1 2 1

CIC@]1L(CCN(C1)C(=0)C[C@]2(CCO 1)C(=0]

(=ON

RUN4750

-0.19

0.36

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

dDDG (kcal/mol):

DAR-DIA-6a508060-3 1 1

clcce2c(cl)encc2NC(=0)[C@@H]3CCOc4c3cc(cc4)CHN

RUN6892
-0.19

0.05
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sprint-5-dimer-x11498-dimer-neutral

EN300-104395 4 1 1

DAR-DIA-076fb6ea-12_1

Y
P
RAL-THA-4aa06b95-1 1
NN
Z

H>N (6]

EDG-MED-90036822-94 15

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-104395 4 1 1

clcee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CCCNC(=0)[C@@H]5CCCO5

RUNG6115

-0.19

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-076fb6ea-12_1

clcec2ce(cl)ence2N(C(=0)Ce3ccec(c3)Cl)C(=0)/C=C/C[NH+]4CCCCC4

RUN1309

-0.19

0.64

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-4aa06b95-1_1

clecc2c(cl)ence2NC(=0)[C@@H]3CCN(c4c3cc(ccd)Cl)C(=O)N

RUN1120

-0.19

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-94_15

CIC@@H)ICICEH

RUN1680

-0.18

0.23

- 538 -



sprint-5-dimer-x11498-dimer-neutral

EN300-259849 3 1 1

AN
2

HN

H lllo
N

S

EN300-90531 2 1 1

NN
s

HN (0]
o
»\/“'
N
H o)

EN300-1073264 4 1 1

NH.

NN
A
\N
! \ HN
N

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-259849 3 1 1

RUN4231

-0.18

0.38

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-90531 2 1 1

)CCC(=O)NIC @@HISC(FON

RUNG6434

-0.18

0.38

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1073264 4 1 1

Cnlcc(nn1)CC(=0)NCCCC@]12(CCOe3c2ce(ced)CC(=0)Nedencesedccces

RUNG6854

-0.18

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-0676e700-15_1

clcce2c(c1)ence2NC(=0)[C@ @]3(CCOc4c3cc(ced)Cl)CNC(=0)c5ecennenbncs

RUN2311

-0.18

0.29
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sprint-5-dimer-x11498-dimer-neutral

EN300-208993 1 1 1
ANV

ZI

‘C ~"

EN300-301925 2 1 1

NN

EN300-94945 2 2 1
NN
Z

I [}
N
o H/

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-208993 1 1 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOcAc3ee(ced)Cl)CC(=0)NSCC(C5N6CCNCE=0

RUNS667

-0.18

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-301925 2 1 1

clece2c(c1)encc2NC(=0)[C@@]3(CCOc4c3ec(ccd)Cl)ICNC(=0)[C@@]5(CCCOC5)CH#N

RUNS3535

-0.17

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee07cf00-16_1

clece2c(c1)ence2NC(=0)[C@@H](c3ecee(c3)CINC(=0)Cnace(c(=0)nH]c4=0)C!

RUN2673

-0.17

0.47

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-94945 2 2 1

clcce2c(cl)encc2NC(=0)[C@ @]3(CCOc4c3cc(ccd)Cl)CNC(=0)[C@H]SCCNC5=0

RUNG6239

-0.17

0.24
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sprint-5-dimer-x11498-dimer-neutral

EN300-151423 3 1 1

N
g

HN

NH

EN300-207959 2 1 1
AN
g

HN O

EN300-370280 3 1 1
Y
Z

HN O
o H [T
N
(0]
O

RAL-THA-05e671eb-7 1
NN
~Z

Iz

HN (0]

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

dDDG (kcal/mol):

EN300-151423 3 1 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cec(ced)CCCNC(=0)CC5(CCOCC5)0

RUN2869

-0.17

0.35

CID:

SMILES:
RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-207959 2 1 1

1)C(=0;

C[C@@]1(CCNC1=0)C(=0)NC[C@]2(CCOX

RUNS5014

-0.16

0.30

CID:

SMILES:
RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-370280_3_1 1

1)C(=0

CIC@]1(CCC(=0)N1)C(=0)NCCIC@]2(CCO!

RUN4474

-0.16

0.31

CID:

SMILES:
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-05e671eb-7_1

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

RUN1871
-0.16

0.09
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sprint-5-dimer-x11498-dimer-neutral

ALP-POS-d3acb8cc-4 1
NN
=

HN o

. L)
\\ o

EN300-261986_4 2 1

EDG-MED-balac7b9-29 1

NN
y/
HO =
\ N/ ~(llu
MAT-POS-8a69d52e-1 3 1
AN
s
HN 0
W,

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

RUN980

-0.16

0.04

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-261986_4 2 1

CS(=0)(=0)[N@]1CC[C@H](C1)COCCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedcncesedccees

RUN7259

-0.16

0.43

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-balac7b9-29 1

clcce2c(cl)encc2NC(=0)[C@@]3(CCO: 1)CC(=0)N(C 0)C6CCH

RUN2635

-0.16

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-8a69d52e-1_3_1

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

RUN7557

-0.16

0.04
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sprint-5-dimer-x11498-dimer-neutral

MAT-POS-53907alc-3_1

N
P

(e] NH
; N
(e}
b,
H2 OH

EDJ-MED-12f7f543-1_1

ANV
Z
HN o

N\ 4

EN300-193679 2 2 1

e

H
N

EN300-134536 1 1 1

Y
Z

/
'S

NN
/
(6] NH
Y HO f4, o)

HN o
HO
H LITTS
N
N
o (¢}

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-53907alc-3_1

clece2c(c1)ence2NC(=0)N(CCC3CCCCC)cdcc(ce(c4)CO[C@@H]SCC(=0)NS

RUN492

-0.16

0.66

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-12f7543-1_1

clccc2c(cl)encc2NC(=0)[C@@H]3CCOc4c3cc(cn4)Cl

RUN1227

-0.16

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-193679 2 2 1

cleec2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)CCC(=0)NC[C@]5(CCCOCE)0

RUN4063

-0.16

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-134536_1 1 1

clcee2ce(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ce)Cl)CC(=0)Ne5eecnn5CCO

RUNS5938

-0.16

0.26

- 543 -



sprint-5-dimer-x11498-dimer-neutral

EN300-24653 1 1 1
NN
Z

HN O

——

H
N
loe,
0 N
O O

EN300-19700 4 1 1
NN

EN300-202922 3 4 1

NN
Z

HN O

HO H [IT
N§/
)+« K
HO [0

EN300-19709 1 2 1

NN
b

HN O
H /lh
N
\\Q > K
OH

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-24653 1 1 1

CNC(=0JC1CCN(CCHC-O)CICaIZ(CCO ye(eo
RUN3250

-0.16

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-19700 4 1 1

COC(=0)COCCC[C@]1(CCOc2clce(cc2)Cl)C(=0)Nc3enccdc3ccecd

RUN4733

-0.16

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-202922 3 4 1

CIC@H(IC@](C)(C(=0)NCCIC@]1(CCOc2c1cc(ce2)Cl)C(=0)Ne3encede3ecced)0)0

RUNG6918

-0.16

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-19709 1 2 1

CC[C@H](CO)NC(=0)C[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3enceac3ececd

RUNS5221

-0.16

0.39

- 544 -



sprint-5-dimer-x11498-dimer-neutral

EN300-11300 1 1 1

CID:
Y
Z o SMILES:
HN O H’«
NH RUN:
N\
O
0 DDG (kcal/mol):

dDDG (kcal/mol):

EN300-11300 1 1 1

clece2c(c1)encc2NC(=0)[C@@]3(CCOc4c3ec(ced)Cl)OCe5ec(=0)[nH]c(=0)[NH]5

RUN7652

-0.15

0.28

EN300-6482296 1 4 1

CID:
Y
~ SMILES:
N’ RUN:
o H
" N DDG (kcal/mol):
s, 0"(
o o

dDDG (kcal/mol):

EN300-6482296_1 4 1

INC(=0)[C@H] HISCOCH.

RUN3841

-0.15

0.30

EN300-300217 4 2 1

NN
P SMILES:

HN O
RUN:
1) N
DDG (kcal/mol):
\/\RW
H (0]
OH

dDDG (kcal/mol):

CID:

EN300-300217_4 2 1

CIC=C/[C@@H](C(=0)NCCC[C@]1(CCOc2c1cc(ce2)Cl)C(=0)Ne3encedc3coeed)O

RUN7653

-0.15

0.38

EN300-315963 4 1 1

CID:
Y
Z SMILES:
N=
! HN o RUN:
0

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-315963 4 1 1

clcce2ce(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)CCCNC(=0)Ce5enocs

RUN4735

-0.15

0.34

- 545 -



sprint-5-dimer-x11498-dimer-neutral

EN300-6766477 2 1 1

NH,

EN300-66432 1 1 1

NN
b
O
HN o) 'N\
e
/’f ’

L J
¥

EN300-214038 1 2 1
Y

=

HN O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6766477_2 1 1

CCN(CCC(=0)N)C(=0)CC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3encedc3ececd

RUNS5985

-0.15

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-66432_1 1 1

CN(C)S(=0)(=0)CCCO[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccdc3ceccd

RUNS5206

-0.15

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1915260 2 2 1

COC[C@H](COC[C@]1(CCOc2clce(cc2)Cl)C(=0)Nc3enccdc3ccecd)O

RUN7037

-0.15

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-214038_1 2 1

C[C@H](CN(CCO)C(=0)C[C@]1(CCOc2clce(cc2)Cl)C(=0)Ne3encedc3ececd)O

RUN4808

-0.14

0.35

- 546 -



sprint-5-dimer-x11498-dimer-neutral

EN300-211482 4 2 1
NN

EN300-86282 1 1 1

NN
Z

HN O

H [T
N
HO/\( ? °

EN300-104493 2 3 1

IZ\

ZT

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-211482_4 2 1

C[C@H](C(=0)NC)OCCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3enccac3ceccd

RUNG6366

-0.14

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-86282 1 1 1

C[C@@H](CO)NC(=0)C[C@]1(CCOc2clce(cc2)Cl)C(=0)Ne3encedc3eceed

RUNG6403

-0.14

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-104493 2 3 1

clece2(c1)encc2NC(=0)[C@@J3(CCOrAC3ee(ced)CIICCC(=OIN[C@@HI(CO)[C@H]SCCOCS

RUN7126

-0.14

0.41

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6736413 4 2 1

clcce2e(cl)encc2NC(=0)[C@ @]3(CCOc4c3cc(ccd)Cl)CCCO[C@H]SCCNC5=0

RUNS815

-0.14

0.31

- 547 -



sprint-5-dimer-x11498-dimer-neutral
EN300-175186 2 1 1

CID: EN300-175186 2 1 1
ANV
/ SM I L ES C[C@@H](CO)OC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccdc3ceccd
HN 0 RUN: RUNG6325
z /m DDG (kcal/mol): -0.14
/~0
Hof d dDDG (kcal/mol): 0.23
EN300_1448603—1—2—1 CID: EN300-1448603 1 2 1
NN
/ S M I L ES: cleee2ce(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)OC[C@H]5CCS(=0)(=0)C5
HN O
rC\ ) RUN: RUN6215
1)
o} o)
DDG (kcal/mol): -0.14
o
dDDG (kcal/mol): 0.32
EN300_89418—4—1—1 CID: EN300-89418 4 1 1
N
/ S M I L ES C[C@@](CO)(C(=0)NCCC[C@]1(CCOc2c1cc(cc2)Cl)C(=0)Ne3enceac3ecced)O
OH
RUN: RUNG6921
DDG (kcal/mol): -0.14
0
dDDG (kcal/mol): 0.67
EN300_250416—2—1—1 CID: EN300-250416 2 1 1
Y
/ SM I L ES clcce2c(c1)ence2NC(=0)[C@@13(CCO 1)CCC(=0)NC
HN ]
RUN: RUNG6696
H
"\ "
/é‘\(\)\/ y DDG (kcal/mol): -0.13
N
N/ N/ © (0]
k?[ dDDG (kcal/mol):
- 548 -

0.29




sprint-5-dimer-x11498-dimer-neutral

RAL-THA-8416115c-8_3

NN
P

HN (¢]

¥

NH.

EN300-311920 1 1 1

se

NN
/
F
(0]
HN (6]
N .
vy >0
(0]
(e}

DAR-DIA-0d514e7d-27_1 1

NN
Z
HN O
"llo
(0] /O

EN300-2977549 4 1 1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-8416115c-8_3

clcec2c(cl)encc2NC(=0)[C@@H]3CCN(c4c3cc(cc4)Cl)CC(=0)N

RUN1176

-0.13

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-311920 1 1 1

cleee2e(cl)encc2NC(=0)[C@ @]3(CCOc4c3cec(ce4)Cl)NC(=0)[C@@])5(CCS(=0)(=0)C5)F

RUNG6735

-0.13

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-27_1 1

C[C@@]1(c2cc(ce(c20CC1(C)C)OC)CI)C(=0)Nc3enccac3eeccd

RUN7441

-0.13

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-2977549 4 1 1

CNC(=0)COCCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccdc3ceccd

RUN7272

-0.12

0.31

- 549 -



sprint-5-dimer-x11498-dimer-neutral

EN300-219496 2 2 1

Y
A
HN 0

MAT-POS-3b92565d-2_1

NN
Z
oj NH
_°

EN300-1705754 4 1 1

NN
A
HN o)
o. o
< X \\/'l.o
o’

EN300-187998 1 1 1

NN
A

HN o
/, U
’, N
HN v/
o o
o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-219496 2 2 1

RUNG6807

-0.12

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-3b92565d-2_1

COclcc(ce(cl)ClCC(=0)Nc2ence3c2ceec3

RUN29

-0.12

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1705754 4 1 1

CC1(CS(=0)(=0)C1)COCCCIC@]2(CCOL3c2cc(ce3)ClC(=0)Nedencesedccces

RUNS624

-0.12

0.48

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-187998 1 1 1

clece2c(e1)ence2NC(=0)[C@@]3(CCOcAc3ce(ced)Cl)CC(=0)NSCCIC@@]6(C5)CC(=0)NCE

RUN7526

-0.12

0.32

- 550 -



sprint-5-dimer-x11498-dimer-neutral

DAR-DIA-5ff57136-11 1 2
NN
~Z

EN300-237224 2 1 1

NN
Z
\ HN O
HN*
Q O
} /llu
N
le) H
(0]

MIC-UNK-91acba05-1 1

AN
A

HN O

HN

EN300-195756 1 1 1

Y
/
0
HN 0 y
o
o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-5ff57136-11_1_2

C/C=CIC(=0)N(clcncc2cleccc2)C(=0)[C@@H]3CCOc4c3cc(cc4)Cl

RUN2764

-0.11

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-237224 2 1 1

CINH+]1CCC(CC1)OCC(=0)NC[C@]2(CCOc3c2cc(ced)ClC(=0)NedenceSedccoes

RUN7019

-0.11

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-91acba05-1_1

clccec2c(cl)encc2NC(=0)[C@@H]3CNC(=0)c4c3cc(ccd)Cl

RUN363

-0.11

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-195756_1 1 1

cleee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)OC[C@@H]SCCC(=0)NS

RUN4938

-0.11

0.21

- 551 -



sprint-5-dimer-x11498-dimer-neutral

ALP-POS-3b848b35-4 2

N

EN300-113234 1 2 1

AN
Z
EN300-94856 1 1 1

G

<>m(2©

EN300-103144 4 1 1
AN\

/
HO
HN (0]
H
N
uol““\// O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-3b848b35-4_2

clccc2ce(cl)encc2NC(=0)[C@H](CCC3CCCCC3)c4ccec(c4)Cl

RUN47

-0.11

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-113234 1 2 1

cleec2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)CIINC(=0)[C@H]5CC(=0)0Cs

RUNS597

-0.11

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-94856_1 1 1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CC(=0)NCC5CC(C5)0

RUNG6675

-0.11

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-103144 4 1 1

CSCCIC@@H](C(=0)NCCCIC@]1(CCOc2cLec(ce2)Cl)C(=0)Ne3encedeeceed)O

RUN2943

-0.10

0.43

- 552 -



sprint-5-dimer-x11498-dimer-neutral

EN300-174603 2 1 1

o]

/ ‘N\ /llu

EDG-MED-balac7b9-2_3

NN
Z

OYNH o

EN300-6745453 2 1 1

NN
P

.~u}:

EN300-247617 1 1 1
Y

=

HN O
H
N

O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-174603_2 1 1

CN(C(=0)CCOC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccdc3ceccd)OC

RUNS582

-0.10

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-balac7b9-2_3

clcee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CC(=0)NSCC[C@H]5CO

RUN2465

-0.10

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6745453 2 1 1

clece2c(c1)encc2NC(=0)[C@@]3(CCOc4c3ec(ced)Cl)CNC(=0)[C@@H]5Cc6nnen6Cs

RUNG6604

-0.10

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-247617_1 1 1

Celec(neelC(=0)N)C(=0)N[C@]2(CCOc3c2ce(ced)Cl)C(=0)Nedencesedccees

RUN4939

-0.10

0.23

- 553 -



sprint-5-dimer-x11498-dimer-neutral

PET-UNK-dd44aeb6-2_1

NN
Z
o? NH

MAT-POS-fce787c2-3 1

Y
v
oj NH

EN300-13489 2 1 1

N
5
HN

O

o

o8
H:NK

o

RAL-THA-8416115c-14 1

N
5
HN o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-dd44aeb6-2_1

clccc2c(cl)encc2NC(=0)Cc3cc(ccc3Cl)Cl

RUN336

-0.10

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-fce787c2-3_1

C[C@@H](c1cce(c(cl)Cl)Cl)C(=0)Nc2encc3c2ccee3

RUN1936

-0.10

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-13489 2 1 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOcAc3ee(ced)C)CNC(=0)CECCN(CCE)C(=0)N

RUN7176

-0.10

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-8416115c-14_1

clccc2c(cl)ence2NC(=0)[C@@H]3CCN(c4c3cc(cc4)Cl)Ce5en[nHInS

RUN1205

-0.10

0.35

- 554 -



sprint-5-dimer-x11498-dimer-neutral

EN300-176877 3.1 1

NN
P/

HN O
-7
H 1T
o N‘/
(0]
(6]

EDJ-MED-ee07cf00-11_4

Y
2

HN o

I O
NJ"'
H

o N
MO

EDJ-MED-e4b030d8-7 1
Y
s

HN O

O

~

DAR-DIA-6a508060-8 1
Y
~Z

HN O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-176877_3 1 1

CN(C)C(=0)CCC(=0)NCCIC@]1(CCOc2clce(ce2)CC(=0)Ne3encedcdecccd

RUN7135

-0.10

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee07cf00-11_4

14CCIC@@H](04)C

RUN2694

-0.10

0.56

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-e4b030d8-7_1

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

RUN235

-0.09

0.11

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-6a508060-8_1

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

RUN259

-0.09

0.09
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sprint-5-dimer-x11498-dimer-neutral

EN300-23318 3 1 1

NN
A

HN O

o ll.o
O

O: 3,\] ‘ (@]
L4 H
O

EN300-31845 3 1 1
Y

EN300-173562 1 3 1
ANV
Z

HN o
d loes
N
HoW™
0 o

EN300-81038 1 1 1
NN
Z

HN o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-23318_3 1 1

RUNS588

-0.09

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-31845 3 1 1

COCCNIC[C@@H](CC1=0)C(=0)NCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)NedenceSedccees

RUNS873

-0.09

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-173562_1_3 1

CIC@@H]1CIC@H](CN1C(=0)C[C@]2(CCOX 1)C(=0) 0

RUN3990

-0.09

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-81038_1 1 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cec(ced)CCC(=0)NSCCH(C5)COCH

RUNG6422

-0.09

0.27

- 556 -



sprint-5-dimer-x11498-dimer-neutral

MAT-POS-8a69d52e-1_4 1

NN

Z

HN 0
/5@

EN300-26603 1 1 1

£

X
S
HN
N
N 1(
X
N o

|
MAT-POS-8a69d52e-1 3
NN
~Z

HN o
“
\N ;oé :

EN300-249245 1 1 1

AN
Z
HN 0
F
F

[ITH
N
HO
(0] (0]

N
:éo
O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-8a69d52e-1_4 1

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

RUNS5786

-0.08

0.09

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-26603_1 1 1

Cnlc2cccee2n(c1=0)CC(=0)N[C@]3(CCOcAc3ce(ced)Cl)C(=0)Ne5encebeseeees

RUN4301

-0.08

0.32

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

RUN272

-0.08

0.04

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-249245 1 1 1

clecc2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)CC(=0)NSCC(C5)(C(F)F)O

RUN7640

-0.08

0.24

- 557 -



sprint-5-dimer-x11498-dimer-neutral

EN300-395719 2 1 1

EDG-MED-90036822-109 2
AN

EDG-MED-90036822-5_1

NN
/
HN (@]
H,N* H
N
F\H
(0] (0]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-395719 2 1 1

RUNS5134

-0.08

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-109_2

clece2c(c1)encc2NC(=0)[C@@]3(CCOc4c3ec(ccd)CI)NC(=0)CCIN@H+5CC[C@@H)(CS)F

RUN1748

-0.08

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-143564_1 2 1

CN1[C@@H](SCC1=0)CC(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)NedenceSedccees

RUN2948

-0.08

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-5_1

clcce2e(cl)encc2NC(=0)[C@ @]3(CCOc4c3cc(ccd)ClINC(=0)[C@@H](CF)[NH3+]

RUN1517

-0.07

0.26
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sprint-5-dimer-x11498-dimer-neutral

EN300-6498351 3 1 1
NN
2 SMILES:

HN o
RUN:

y /' DDG (kcal/mol):

o) dDDG (kcal/mol):

CID:

EN300-6498351 3 1 1

Ccle(n(cn1)C)C(=0)NCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Neacnee5edccees

RUNG6753

-0.07

0.35

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

EN300-217107_ 4 2 1

clecc26(c1)ence2NC(=0)[C@@J3(CCOrAC3ce(ced)CI)CCONC(=0)[C@HISCCIC@@HISC(=0IN

RUN7631

-0.07

0.37

NN
SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

KAD-UNI-80f122¢c8-3_7

(= (=0)(=0)CIC@HI6CS

RUN2190

-0.07

0.30

EN300-6763470 1 2 1

CID:
AN\
P/ SMILES:
HN O
RUN:
E H foo
- N DDG (kcal/mol):
< o o
: r’ NH
K ? dDDG (kcal/mol):

EN300-6763470_1 2 1

cleec2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)CC(=0)N[C@H](C(=O)N)C(F)(F)F

RUN7231

-0.07

0.23

- 559 -



sprint-5-dimer-x11498-dimer-neutral

EDG-MED-90036822-51_2

NN
Z

HN 0
HO H
- N
L d
- e o)

EN300-704025 2 1 1
Y
Z

HN O
(0]
/Illo

N

Ch? H
(o]
0

o’ ,O

EN300-144970 1 1 1
NN
Z

OH HN O
loe,
N
(6] O

EN300-152705 1 1 1

NN
Z

HN 0
H
»‘N
N H o o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-51_2

clcce2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)NC(=0)[C@H](CCF)O

RUN1619

-0.07

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-704025 2 1 1

COC1(CS(=0)(=0)C1)C(=0)NC[C@]2(CCO )C(=0

RUN4921

-0.07

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-144970 1 1 1

clcce2e(cl)encc2NC(=0)[C@ @]3(CCOc4c3cc(ced)Cl)CC(=0)NSCC[C@H](C5)CO

RUN4554

-0.07

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-152705 1 1 1

C[C@@H](C(=0)N[C@]1(CCO 1)C(=0! (=O)N

RUNS5652

-0.07

0.22
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sprint-5-dimer-x11498-dimer-neutral

EDJ-MED-50011917-2_2

Y
v

NH

(e}
40 *
o N

EN300-1268016_1 15 1
AN

(] =

O

P

EN300-307592 2 1 1

Y
2
HO \< : H
N)\/llu
O
O
EN300-7435892 1 1 1
Y
Z

HN O
NH,
loo
H

0=, N

o &

! S (¢] (¢]

(@]

EDJ-MED-50011917-2_2

CID:
SMILES: Cele(ce(cc1O[C@HI2CC(=0)N2)CI)CC(=0)Ne3encededecccd
RUN: RUN340
DDG (kcal/mol): -0.07
0.37

dDDG (kcal/mol):

EN300-1268016_1_15 1

CID:
SMILES: - .
RUN: RUN6337
DDG (kcal/mol): -0.07
0.32

dDDG (kcal/mol):

EN300-307592 2 1 1

CID:
SMILES: CLece2ee1)ence (=0 OB CCONEEE(ccHI0COCONCSCC(CEIO
RUN: RUN7619
DDG (kcal/mol): -0.06
0.23

dDDG (kcal/mol):

EN300-7435892_1 1 1

CID:
SMILES:
RUN: RUN7554
DDG (kcal/mol): -0.06
0.31

dDDG (kcal/mol):
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sprint-5-dimer-x11498-dimer-neutral

EN300-18074 4 1 1
7 N

NS

HN (©]

>

H
N
\\/““

EN300-296237 1 2 1

NN
v
HN 0
F H 'E@
N
F
+~ «o ¥
F -

“~oH

EN300-1600517 4 2 1
NN

EDJ-MED-e4b030d8-8_1

NN
Z

HN o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-18074 4 1 1

CC(=0O)NCCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3encedc3ecccd

RUN4302

-0.06

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-296237_1 2 1

clcee2e(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)CC(=0)N[C@H](CO)C(F)(F)F

RUN7464

-0.06

0.43

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1600517 4 2 1

clece2c(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)CCCOC[C@H)(CO)F

RUNS591

-0.06

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-e4b030d8-8_1

Cclc(cec2cl[C@@H](CCO2)C(=0)Nc3cnccac3ceccd)Cl

RUN252

-0.06

0.08
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sprint-5-dimer-x11498-dimer-neutral

MAT-POS-e9e99895-13 6

RN
Z

HN O
\n N
Y11
O —C

EN300-366974 1 1 1

Y
A

HN o]
\ oo
N
% ) o)
N
an’ Yo

2

MIC-UNK-08fa0751-1 2

\N
/
HNyO
-
-
(0]
F F
OH

EN300-317555 2 1 1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-e9e99895-13_6

C[C@](c1cee(c(c1)CI)CI)(C(=0)Nec2enee3c2ecce3)NC(=0)[C@@HJACC[N@H+](C4)C

RUN2147

-0.06

0.53

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-366974 1 1 1

CN(CCS(=0)(=0)N)C(=0)C[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3encedc3ceecd

RUNS530

-0.06

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-08fa0751-1_2

clcee2c(cl)encc2NC(=0)[C@H]3CCOc4c3cc(cc4C(CO)(F)F)CI

RUN1369

-0.06

0.38

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-317555_2_ 1 1

clcce2e(cl)encc2NC(=0)[C@ @]3(CCOc4c3cc(ced)Cl)COC[C@@H]5[NH2+]CCOS5

RUN4957

-0.05

0.28

- 563 -



sprint-5-dimer-x11498-dimer-neutral

BEN-DND-f2e727cd-6_2
N

SMILES:
/

RUN:

HN o]
DDG (kcal/mol):
W N dDDG (kcal/mol):

CID:

BEN-DND-f2e727cd-6_2

C[N@H+]1Cc2ccc(cc2[C@@H](C1)C(=0)Nc3cnccac3ceccd)Cl

RUN1041

-0.05

0.26

EN300-33553 1 1 1

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

EN300-33553 1 1 1

Cele(c(=0)[nH]en1)CCC(=0)N[C@]2(CCOc3c2cc(ce3)C)C(=0)Nedence5edceees

RUNG6996

-0.05

0.26

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

EN300-7353672_1 2 1

RUNG6158

-0.05

0.41

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

DAR-DIA-6a508060-10_2_1

C[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3cnec4c3cececd

RUNS557

-0.05

0.11

- 564 -



sprint-5-dimer-x11498-dimer-neutral

MIC-UNK-cdc2493e-15 2

ED_-GRI-5b13fbe2-70_1

Y
/
HN 0
(o] NH3

EN300-88417 1 1 1
NN
Z

EN300-1448603 3 1 1

NN
Z

HN O

loo
O
o
/ O

’

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-cdc2493e-15_2

clccc2ce(cl)ence2NC(=0)N(CC[C@H]3CCCS3(=0)=0)c4ccec(c4)Cl

RUNS534

-0.05

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ED_-GRI-5b13fbe2-70_1

cleee2c(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)OC[C@H]SCIC@H]5[NH3+]

RUN1455

-0.05

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-88417 1 1 1

CnlcncelC(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Necacncc5edccecs

RUN4680

-0.05

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1448603 3 1 1

cleee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)CCOCIC@@H]5CCS(=0)(=0)C5

RUNS5446

-0.05

0.35

- 565 -



sprint-5-dimer-x11498-dimer-neutral

EN300-33601 1 2 1
ANV
Z

HN 0
o)
H
N
N oo
- 't
o) 0

MIC-UNK-16ccb665-3 1

NN
P
o NH
FE EF

EN300-98099 2 1 1

EN300-262389 1 1 1

NN
/
HN o
oo
o
HO NH o
N

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-33601_1 2 1

CNIC[C@H](CC1=0)C(=0)N[C@]2(CCOc3c2cc(ce3)ClC(=0)NedenceSedccoes

RUNG6155

-0.04

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIC-UNK-16cch665-3_1

clccc2c(cl)encc2NC(=0)Ce3cc(ce(c3)Cl)C(F)F

RUN2142

-0.04

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-98099 2 1 1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3ce(ccd)Cl)CNC(=0)c5ec(cs5)S(=0) (=0)N

RUNG6518

-0.04

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-262389 1 1 1

CIC@]L(CCIC@H]INC(=0)C[C@]2(CCO )C(=0 o

RUN6192

-0.04

0.32
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sprint-5-dimer-x11498-dimer-neutral

EDG-MED-90036822-98 2

EN300-160143 1 1 1

NN
Z
ALP-POS-d3acb8cc-4 1 1
NN
=z
HN O
\\“‘O&
ALF-EVA-5b152d2f-2 1

Y
Z

HN (©]

(6]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-90036822-98_2

cleee2c(c1)encc2NC(=0)[C@@]3(CCOc4c3ec(ced)CI)NC(=0)[C@H]SCCCIN@ @]5CC(F)F

RUN1744

-0.04

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-160143 1 1 1

CNICCCN(CC1=0)C(=0)C[C@]2(CCOc3c2cc(ce3)CI)C(=0)Nedence5edceees

RUNG6130

-0.04

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-d3ach8cc-4 1 1

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

RUN7815

-0.04

0.04

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALF-EVA-5b152d2f-2_1

Cclccc2ence(c2c1)NC(=0)[C@@H]3CCOc4c3cc(ccd)Cl

RUN2209

-0.04

0.05

- 567 -



sprint-5-dimer-x11498-dimer-neutral

MAT-P0OS-9e€99895-2 5
NN
P

HN

_.i

EN300-02015 2 1 1
AN
s

HN

/lu

H{O
N

/\/ (0]
-0 O

KAD-UNI-8a629cb0-26_1
N

=

EN300-12440 3 1 1
Y
Z

HN

4
N T
A

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

dDDG (kcal/mol):

CC(C)IN@@H+]1CCO[C@@H](C1)C(=O)N[C@](C;

MAT-POS-e9e99895-2_5

1)C)C(=0

RUN2143
-0.04

0.64

CID:

EN300-02015 2 1 1

COCCNC(=0)COC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3encedc3ceccd

SMILES:
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

RUNG6384
-0.04

0.36

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

dDDG (kcal/mol):

KAD-UNI-8a629cb0-26_1

clcee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)ICCC(=0)NSCCH(C5)CCO6

RUN1944
-0.04

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

EN300-12440_3 1 1

RUN7446
-0.03

0.29

dDDG (kcal/mol):
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sprint-5-dimer-x11498-dimer-neutral

EN300-7427921 1 1 1

AN
Z

HN (©]

;\l—‘—-\N [ITH
NV \CN{
(0] (0]

EN300-257405 1 1 1
NN
Z

N
\\ HN O
HO
I
N~(
(0] O

RAL-THA-1d44ff04-1 1

N NH

EN300-7444533_4 4 1
NN

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7427921 1 1 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)CC(=0)NSCC(C5)n6ennce

RUNG6795

-0.03

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-257405_1 1 1

clece2c(c1)encc2NC(=0)[C@@]3(CCOc4c3ec(ccd)Cl)CC(=0)NSCC[C@@](C5)(CC#N)O

RUN4131

-0.03

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RAL-THA-1d44ff04-1_1

clccc2c(cl)encc2NC(=0)Ce3cc(cc(c3)Cl)OCc4[nH]ccn4d

RUN402

-0.03

0.43

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7444533 4 _4 1

C[C@H]1C[C@H](C(=0)01)C(=0)NCCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Neacnce5edceees

RUN7322

-0.03

0.36

- 569 -



sprint-5-dimer-x11498-dimer-neutral

EN300-248888 2 1 1

CID:
NN

2 SMILES:

N © RUN:
O .
/,.., DDG (kcal/mol):
HO," H
o)

EN300-248888 2 1 1

C[C@@)(C=C)(C(=0)NC[C@]1(CCOc2c1ec(cc2)Cl)C(=0)Ne3encededeeeed)O

RUN5105
-0.03
dDDG (kcal/mol): 0.32
DAR-DIA-6a5 08060'4_2 CID: DAR-DIA-6a508060-4_2
AN
2 SMILES: COcLec(ce2c10CCIC@HI2C(=0)Ne3encedcdceccd)Cl
HN O
RUN: RUNZ289
DDG (kcal/mol): -0.03
(0]

/o dDDG (kcal/mol): 0.11

EN300-331828_2 1_1 CID: EN300-331828 2 1 1

Y
/ S M I L ES clcee2c(c)ence2NC(=0)[C@@]3(CCOc4c3cec(ced)Cl)CO[C@@H]5COC[C@H]50
AN © RUN: RUN4217
D- . DDG (kcal/mol): -0.03
(0]
=, © dDDG (kcal/mol): 0.25
EN300-07752_2_1 1 CID: EN300-07752 2 1 1
NN
Z SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

RUN7744

-0.03

0.46
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sprint-5-dimer-x11498-dimer-neutral

EN300-6335413 1 1 1

AN
s

HN O

H

N
b K
Ho
/\/Nﬁ © o
HO o

EN300-649738 4 1 1

EN300-75209 2 1 1
AN
Z

ALP-UNI-76695c4f-4 3
ANV

HN O
—

U
o /

N

)\/llu

(6]
(0]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6335413 1 1 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOcAc3ee(ced)CINC(=0)[C@HISCIC@H]SC(=0)NCCO

RUN4985

-0.02

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-649738 4 1 1

Cele(n(nn1)C)C(=0)NCCC[C@]2(CCOc3c2ce(ce3)Cl)C(=0)NedenceSedccees

RUN7772

-0.02

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-75209 2 1 1

C[C@@H](CS(=0)(=0)C)N(C)C(=0)CC[C@]1(CCOc2clec(cc2)Cl)C(=0)Ne3encedc3ceccd

RUN6293

-0.02

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-UNI-76695c4f-4_3

RUN2046

-0.02

0.37
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sprint-5-dimer-x11498-dimer-neutral

EN300-191495 2 1 1

NN
P
HN (0]
(o)
/"08 ':;
H
’O ©

0

7/

EN300-104746_1 1 1
ANV
~Z

HN O
OH H
N
0] O

EN300-7370063 1 1 1

HO

o

EN300-172640_1 4 1
NN
Z

© H
YN H
N
O\)"“«
(0]

e

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-191495 2 1 1

CS-OI-OICHCCIC=ONCIC@IZ(CCO ye(eo
RUN3782

-0.02

0.43

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-104746_1 1 1

CCIC@@(C)(C(=0)N[C@]1(CCOc2¢1cc(cc2)Cl)C(=0)Ne3encedc3coeed)O

RUN7586

-0.02

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7370063 1 1 1

clcce2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CC(=0)NSCC(C5)CO

RUNS881

-0.02

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-172640 1 4 1

C[C@H]1[C@H](NC(=0)01)C(=0)N[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Nedenceseaceees

RUNG577

-0.02

0.23
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sprint-5-dimer-x11498-dimer-neutral

EN300-49064 2 1 1
NN
Z

HN (©]

0 H
N
)\/llu
¢}
o

EN300-217526 4 1 1

N
<N

CC
~
\ |

o N\/

BEN-DND-c852¢98b-7_1

NN
F Z

DAR-DIA-6a508060-11_2

Nn
2

HN O

.

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-49064 2 1 1

clcec2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)CCC(=0)NC5COC5

RUN6701

-0.02

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-217526 4 1 1

CCn1c(c(nn1)C)C(=0)NCCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedence5caceees

RUN7223

-0.02

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

BEN-DND-c852c98b-7_1

clcc2encce(c2cclC(F)F)NC(=0)[C@@H]3CCOc4c3cc(cc4)Cl

RUN1111

-0.02

0.05

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-6a508060-11_2

clcece2c(cl)encc2NC(=0)C3CC(C3)[C@H]4C[C@@H]4CI

RUN275

-0.02

0.25
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sprint-5-dimer-x11498-dimer-neutral

MAK-UNK-3875bbc8-3 1

NN
Z

/N; ;O
O

EN300-209532 2 1 1
ANV
Z

H.N

HN O
o /
N
)\/llu
(0]
(0]

MAT-POS-f39f51fd-1_1

AN
Z
EN300-21009 2 1 1

Y
Z
HN o

(0]
/'.Oo
>

O J

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-3875bbc8-3_1

CN(clcncc2cleccc2)C(=0)[C@@H]3CCOc4c3ccecd

RUN706

-0.01

0.10

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-209532 2 1 1

CN(CCC(=0)N)C(=0)CC[C@]1(CCOc2cLcc(ce2)Cl)C(=0)Ne3encedeoceed

RUN4021

-0.01

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-f39f51fd-1_1

clccec2c(cl)encc2NC(=0)[C@@H]3CC(=0)Nc4c3cc(ccaCl)Cl

RUN2203

-0.01

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-21009 2 1 1

clccc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)CNC(=0)[C@@H]5CCCO5

RUNS5200

-0.01

0.28
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sprint-5-dimer-x11498-dimer-neutral

DAR-DIA-23e5a6a0-8_1 1

WIN
s

HN (¢]

DAR-DIA-6a508060-11_1

Nn
2

HN O

A

.

EN300-244122 1 1 1

AN
Z

HN (@]

[ITH
HO N
(0] (0]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-23e5a6a0-8_1_1

clece2c(c1)ence2NC(=0)[C@@HI3CCOcAc3ce(cc4CIC@@H]SCCH(INH2+]5)COCE)CI

RUN7625

-0.01

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6482296_4 5 1

RUNG6371

-0.01

0.44

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-6a508060-11_1

clcee2c(cl)encc2NC(=0)C3CC(C3)[C@@HJ4C[C@@H]4CI

RUN270

-0.01

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-244122 1 1 1

CC1(CN(C1)C(=0)C[C@]2(CCO 1)C(=0) o

RUN4490

-0.01

0.29
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sprint-5-dimer-x11498-dimer-neutral

EN300-1704404 1 2 1

CID:
N
SMILES:
Z
HN 0 RUN:
o H DDG (kcal/mol):
N .
H o o dDDG (kcal/mol):

EN300-1704404 1 2 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOcAc3ee(ced)CINC(=0)[C@H]SCNC(=0)CC56CCCH

RUNS327

-0.01

0.27
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