sprint-5-stereofix-x11498-dimer-neutral

DAR-DIA-5ff57136-17_1
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CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-5ff57136-17_1

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

RUNG9

-4.13

0.15

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-99391 1 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ced)CHINC(=0)CO[C@@H]SCCOCS

RUN1764

-4.03

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1073320_1 1

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

RUN1756

-3.92

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-219496_3 1

RUN1745

-3.76

0.56

-1-



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

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1703852_2_1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cec(ced)CCNC(=0)CIC@HISCOC(=0)N5

RUNS09

-3.70

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-33513_1_1

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

RUN322

-3.66

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-86878_1_1

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

RUNS85

-3.57

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-5ff57136-10_1

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

RUN126

-3.55

0.14




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

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-315792_1 1

clecc2ce(cl)ence2NC(=0)[C@@]3(CCOc4c3cec(cc4)Cl)NC(=0)COCC(F)F

RUNS521

-3.51

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-195924 3 1

CIC@@]1(CCC(=0)NC1)C(=0)NCCIC@]2(CCOC3c2ce(ce3)Cl)C(=0)NedenceSedccees

RUN906

-3.49

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-254883 1 1

Cclc(non1)CC(=0O)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncdcncc5caceees

RUN1501

-3.44

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-5ff57136-13_1

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

RUN92

-3.42

0.13
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sprint-5-stereofix-x11498-dimer-neutral

DAR-DIA-5ff57136-12_1
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CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-5ff57136-12_1

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

RUN173

-3.41

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1911992_1 2

cleec2ce(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)ClOC[C@H]([C@@H]5CCOCS)0

RUN1751

-3.40

0.45

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-702714 1 1

Cele(e(=0)cc01)OCC(=0)N[C@]2(CCO3e2ce(ce3)ClC(=0)Nedence5edccces

RUN1341

-3.39

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-365398_3 1

Cn1c(nnn1)CCOCC[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Ncacnce5c4ccees

RUNG624

-3.35

0.36
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sprint-5-stereofix-x11498-dimer-neutral
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CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-113218_1 1

cleeec2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)ClINC(=0)CS[C@@H]5CCOC5=0

RUN1572

-3.11

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-173006_3_1

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

RUN1124

-3.09

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-34f3ed0c-21_1

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

RUN27

-3.06

0.38

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-80522_1 2

clece2c(c1)ence2NC(=0)[C@@]3(CCOcAc3ec(ced)CINC(=0)COC[C@H]SCCOCS

RUN1301

-3.01

0.28




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

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-10895_1 1

clecc2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cec(cc4)Cl)OCC(=O)NCCCHN

RUN357

-2.97

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-370967_1_1

clecc2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)OCCN5CCOC5=0

RUN1647

-2.95

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-62574_3_1

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

RUN1236

-2.93

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-204936_1_1

Cnlc(cnn1)C(=0)CO[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Nc4ence5edccees

RUN944

-2.92

0.22




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

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-67023_1_1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cec(ced)CINC(=0)CS(=0)(=0)C[C@ @H]SCCCO5

RUN901

-2.89

0.39

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-260152_1 1

clcec2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)NC(=0)Ce5enns5

RUN1205

-2.87

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-172179_1 1

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

RUN1149

-2.86

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-65839_4 2

CC[C@H](C(=0)N)OCCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3encecdc3ceccd

RUNG67

-2.85

0.43
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sprint-5-stereofix-x11498-dimer-neutral
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SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-218116_2_ 1

CC(CO)(CO)COC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3enceac3ceccd

RUN1430

-2.85

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-103144 1 2

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

RUN1453

-2.84

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-60033_1_1

cleee2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)ClINC(=0)COC[C@@H]5CCCO5

RUN1541

-2.79

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6494158_3_2

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

RUN1004

-2.77

0.36




sprint-5-stereofix-x11498-dimer-neutral

DAR-DIA-5ff57136-16_2

CID: DAR-DIA-5ff57136-16_2
AN
/ SM I L ES C[C@H](C#C)N(clencc2cleccc2)C(=0)[C@@H]3CCOc4c3cc(ccd)Cl
\/N o RUN: RUN192
= DDG (kcal/mol): -2.73
o dDDG (kcal/mol): 0.15
EN300_12929—1—1 CID: EN300-12929 1 1
Y
/ SM I L ES Cclec(nol)OCC(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedence5edceees
HN 0 RUN: RUN1445
H DDG (kcal/mol): -2.71
D=
/K)‘O \ K dDDG (kcal/mol): 0.32
EN300_205635—1—1 CID: EN300-205635 1 1
NN
/ SM I L ES COC(=0)COCC(=O)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccac3ceccd
HN o
RUN: RUN402
§
/\‘< DDG (kcal/mol): -2.69
{ ©
(¢} o) o
/ o dDDG (kcal/mol): 0.24
EN300'139167_3_2 CID: EN300-139167_3 2
NN
/ SM I L ES clecc2ce(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)CCOC[C@H]5COCCO5
HN o RUN:

DDG (kcal/mol):

O

dDDG (kcal/mol):

RUNG64

-2.68

-9-
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sprint-5-stereofix-x11498-dimer-neutral
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CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-179091_1 1

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

RUN1732

-2.68

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-21303_1_1

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

RUN354

-2.67

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1659582_1 1

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

RUN453

-2.66

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6482967 2 1

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

RUNG50

-2.64

0.37

-10 -



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

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-195590_1 2

clcee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)CIINC(=0)C[C@H]SCCCNC(=0)C5

RUN743

-2.64

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-221518_3_1

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

RUN1404

-2.63

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-316258 1 _1

clcce2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)NC(=0)COCc5cc[nH]c(=0)c5

RUNG617

-2.62

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-216673_2_1

Cnlc(cnn1)COC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncdcnce5c4ceees

RUN1350

-2.55

0.28
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sprint-5-stereofix-x11498-dimer-neutral
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CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-185378_3 1

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

RUN1428

-2.55

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1715993_3 1

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

RUN1396

-2.53

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-11195 3_1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CCOCC(=0)NSCCCS

RUN1356

-2.52

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-3875bbc8-2_1

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

RUN49

-2.51

0.09
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sprint-5-stereofix-x11498-dimer-neutral
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CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1600517_3_2

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

RUN1228

-2.51

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1600786_1_1

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

RUN1032

-2.50

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-299532_1_2

CC(C)([C@H](C(=0)N[C@]1(CCOc2clce(cc2)Cl)C(=0)Ne3enccdc3ecced)0)0

RUN1644

-2.50

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7003350_1_1

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

RUN723

-2.50

0.18
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sprint-5-stereofix-x11498-dimer-neutral
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CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-47606_3_1

RUN1771

-2.50

0.50

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-173006_3_2

C[C@H](c1nnnn1C)OCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Neacnce5edceees

RUN1715

-2.49

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-221518_3_1

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

RUN1412

-2.48

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-60033_1_2

clece2c(c1)ence2NC(=0)[C@@]3(CCOcAc3ee(ced)CINC(=0)COC[C@H]SCCCOS

RUN1349

-2.47

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

MAK-UNK-83e0a0b4-3 1
Y
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Y
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NN

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-83e0a0b4-3_1

clece2c(c1)ence2N(CCNC3CINH2+]C3)C(=0)[C@@HIACCOc5cace(ce5)Cl

RUN220

-2.47

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-73772_4 1

clcce2e(cl)ence2NC(=0)[C@ @]3(CCOc4c3cc(ced)Cl)CCCOCS[nH]e(=0)[NH]n5

RUN308

-2.46

0.29

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

RUN229

-2.45

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-108236_3 1

clcce2c(cl)encc2NC(=0)[C@ @]3(CCOc4c3cc(ccd)Cl)CCNC(=0)CnSec(nn5)CO

RUNBS8O03

-2.43

0.31

-15 -



sprint-5-stereofix-x11498-dimer-neutral

EN300-175186_4 2
NN
Z

HN (O]

EN300-1968342 3 1
Y

=

HN (©]

HO T
O
F (0]

EN300-3710141 3 1

N
P

HN O
H '@
o
o
(0]

m
EN300-19700 3 1
AN\
Z

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-175186_4 2

C[C@H](CO)OCCC[C@]1(CCOc2clec(cc2)Cl)C(=0)Nc3enccdc3ccccd

RUN460

-2.42

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1968342_3 1

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

RUN916

-2.42

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-3710141 3 1

clece2c(c1)encc2NC(=0)[C@@]3(CCOc4c3ec(ccd)Cl)ICCNC(=0)[C@@]5(CCCO5)CH#N

RUN1002

-2.39

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-19700_3_1

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

RUN1571

-2.38

0.24

-16 -



sprint-5-stereofix-x11498-dimer-neutral

EN300-861925 3_2

AN
Z

HN O

[IT
O

E

EN300-203293 3 2
NN
Z

HN o

O

o

EN300-1968342 3 2
Y

=

HN (©]

T
i
o

NH.

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-861925_3 2

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

RUN1372

-2.38

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-203293_3 2

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

RUN742

-2.38

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1968342_3 2

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

RUN1548

-2.35

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-17381 4 2

C[C@H](C(=0O)N)OCCC[C@]1(CCOc2clce(cc2)Cl)C(=0)Ne3enceac3ececd

RUN388

-2.35

0.23

-17 -



sprint-5-stereofix-x11498-dimer-neutral

EN300-248526_3_1

NN
P

HN O

I

HO g4,

H2N

EN300-216063_3_1

1) o /'.Oo
\N»\/ O

\

VLA-UCB-34f3ed0c-4 1
Y

Iz
_~
\Z/ZI

EN300-1911992 3 4

\N
P
HN O
HO [N
< o
L4
(0]
.
-
-
7~

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-248526_3 1

clecee(cel)[C@@)(COCC[C@]2(CCO 1)C(=0! (=0)N)O

RUN703

-2.33

0.55

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-216063_3_1

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

RUN1468

-2.33

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-34f3ed0c-4_1

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

RUN266

-2.32

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1911992_3 4

clece2e(c)ence2NC(=0)[C@@13(CCOc4c3cec(ced)C)CCOCIC@H](C@H]SCCOC5)0

RUN449

-2.31

0.36

-18 -



sprint-5-stereofix-x11498-dimer-neutral

EN300-370967 1 1
EN300-7003350 1 1

EN300-175186_3 2

AN
~
HN O
[T
OJ E@
(@]

EN300-11934 1 1

N
s
HN (0]
H
N
(0] O
$S

L

HO

[\

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-370967_1_1

clecc2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)OCCN5CCOC5=0

RUN1655

-2.30

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7003350_1_1

CCNC(=0)CO[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccdc3ccecd

RUN738

-2.29

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-175186_3_2

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

RUN1364

-2.25

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-11934 1 1

clccc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)ClINC(=0)CNSCCCC5=0

RUN1405

-2.24

0.24

-19 -



sprint-5-stereofix-x11498-dimer-neutral

EN300-1253178 1 1

Y
Z
HN o H—Q
/ ;o
)
o)

EN300-51028 1 1
NN
Z

HN O
H
N
O
& / '6 ; ;
\J (o)
\< *o ©

EN300-1248250 1 1

NN
Z

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

EN300-87334 3 1

NN
~Z

HN 0]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1253178 1 1

clcec2e(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)OCC(=0)NC5CC5

RUNG620

-2.24

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-51028_1_1

CC(C)S(=0)(=0)CC(=0)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3encedc3ececd

RUN941

-2.24

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1248250_1 1

clccc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3ce(ccd)Cl)NC(=0)C5CN(C5)C(=0)N

RUN1293

-2.24

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-87334_3_1

Cn1c(ncn1)COCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncacnce5edceees

RUN1300

-2.23

0.27

-20 -



sprint-5-stereofix-x11498-dimer-neutral

EN300-6238494 3 2

NN
b

HN (o)

o OJH.
~
\
EN300-264301 3 1
NN
~Z

HN o

H OJ"..
ot

EN300-264744 3 2

NN
Z

HN 0
F H N
N
(e}

OH

EN300-343474_1 1

NN
/
0
HN 0 0
N
H NH
o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6238494_3 2

clcec2ce(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)ICCOCC(=0)[C@H]5COCCOs

RUN1076

-2.23

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-264301_3 1

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

RUNBS860

-2.22

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-264744_3 2

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

RUN1338

-2.21

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-343474 1 1

cleec2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)CIINC(=0)C[C@@H]SCCNC5=0

RUNG673

-2.21

0.29

-21 -



sprint-5-stereofix-x11498-dimer-neutral

EN300-783124 1 1
Y

Ir=

P

O

EN300-143564_1_2
AN
Z

O
HN o ? E
N
N )
H
\%O

EN300-110012_3 2

— N\ H /'..o

A~ ;

(e}

EN300-1659582 1 1
AN\
Z

HN (@]

O
o

A

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-783124 1 1

clecc2e(cl)ence2NC(=0)[C@@]13(CCOc4c3ec(ce4)CNC(=0)[C@@H]([C@@H]SCCOCE)F

RUN1469

-2.20

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-143564_1 2

CN\1C(=0)CS/C1=C/C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedcnce5caccees

RUNS529

-2.20

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-110012_3 2

CC[C@H](C(=0)NCCIC@]1(CCO 1)C(=0] INH+I(C)C

RUNG54

-2.19

0.42

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1659582_1 1

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

RUN461

-2.18

0.26

-22 -



sprint-5-stereofix-x11498-dimer-neutral

EN300-6238494 3 1

NN
b

HN (o)

/\O)\/o Jlu
/’
EN300-6482967 3 1

Y
Z
OJ'..
O, /\/ J
HN\
EN300-195756_3 2
Y
~Z

o)
tn)# \/““
o)
o}

EN300-171766_1 1

AN
2
HN o) N~H
(/ &
o
o
o)

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6238494_3 1

clcee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)ICCOCC(=0)[C@@H]5COCCO5

RUN940

-2.17

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6482967_3_1

CNS(=0)(=0)CCOCC[C@]1(CCOc2clce(cc2)Cl)C(=0)Nec3enccdc3ccecd

RUN329

-2.16

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-195756_3 2

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

RUN1084

-2.16

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-171766_1 1

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

RUNG36

-2.16

0.22

-23-



sprint-5-stereofix-x11498-dimer-neutral

EN300-6736413 4 1
NN

NN
Z

EN300-59478 1 1

NN
P

HN (0]
H
N
HZNM y
(0]

EN300-185378_3_2

NN
s

HN (@]

\\/O
\S
HO\

LITH

ZT

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6736413 4 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cec(ced)C)CCCO[C@@HISCCNC5=0

RUN983

-2.13

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-62574 2 1

Cn1c(nnn1)COC[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Ncacnec5cdccees

RUN1102

-2.12

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-59478 1 1

clcec2c(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)NC(=0)CCCC(=0)N

RUN790

-2.11

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-185378_3 2

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

RUN1643

-2.11

0.24

-24 -



sprint-5-stereofix-x11498-dimer-neutral

EN300-120282_3 1
NN
Z

HN (O]

H_’H J'.Oo
'\)\/O
(AN N / (0]

JOH-SUS-a69¢159d-7_1

F

NN
b

HN (0]

EN300-115017 1 1
ANV
~Z

HN (@]
H
\((N
<
)
HO®
(e} (@]

EN300-17184 1 1
AN\
Z

HN (@]

A

Iz

=

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-120282_3 1

Cnlcc(nn1)COCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncacnce5edceees

RUN1324

-2.10

0.26

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(ccd)Cl

RUN71

-2.10

0.06

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-115017_1_1

CC(C)[C@H](C(=O)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nec3encc4c3ccecd)O

RUN458

-2.10

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-17184 1 1

C=CCNC(=0)CO[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccac3ceccd

RUN445

-2.06

0.19

-25-



sprint-5-stereofix-x11498-dimer-neutral

EN300-6255179 1 1
CC
= ay
HN (@] N\/N/l'

(e

VLA-UCB-50c39ae8-9 2

AN
~Z

HN ©)

[T
—O‘OH
(o]
9) N
H

EN300-261986_3_1

Y
Z

HN o

beo
o O
[\ N 0.'/
» o}

” \Y
(e

EN300-4293814 1 1

NN
P
HN O
H
N
/ g%) (@] (@]

HO

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6255179_1 1

cleec2c(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)OCCn5cnens

RUN1088

-2.05

0.19

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

RUN124

-2.05

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-261986_3 1

RUN465

-2.03

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-4293814 1 1

clccc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)NC(=0)CS(=0)(=0)CCO

RUN466

-2.02

0.48

- 26 -



sprint-5-stereofix-x11498-dimer-neutral

DAR-DIA-5ff57136-18 1
Y
Z

2N " ©

Iz

EN300-19700 3 1

NN
s

HN O

o UUTH
b~
O

EN300-1072972_1 1

\O

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

MAK-UNK-83e0a0b4-2_1

(\ R N
H2N+\) /

N
N g
¢
H,

O

(0]

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

RUN101

-2.02

0.13

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-19700_3_1

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

RUN1579

-2.01

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1072972_1 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOcAc3ce(ced)CINC(=0)C[C@@H]SCCOC5=0

RUN1133

-2.00

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-83e0a0b4-2_1

1CA)C(=0)[C@@H]SCCO

RUN34

-1.99

0.50

-27 -



sprint-5-stereofix-x11498-dimer-neutral

EN300-120586_3_1

AN
s

HN O

EN300-364992 1 1
Y
Z

HN o
NH,
H
o
%N
) o

EN300-317555 3 1

NN
~Z

HN O
H?, ITH
! O
(0]

EN300-19700 1 1

Y
/
HN 0 0=
/ :o
0
0

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-120586_3_1

clece2e(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CCOCC(=0)NCC(F)F

RUN369

-1.99

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-364992_1 1

HI(OS)C(=ON

RUNG96

-1.98

0.38

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-317555_3 1

clcec2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)CCOCC5=NCCO5

RUN797

-1.97

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-19700 1 1

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

RUN373

-1.95

0.18

-28-



sprint-5-stereofix-x11498-dimer-neutral

EN300-102347 3 1

NN
2

HN (©]

o) los
O

HO

EN300-1241327 3.1

AN
P

HN O

s :

EN300-153257 1 1

NN
P/

HN O
H
N
\d
\‘s
\ O 0]

OH

EN300-52467 1 1
AN\
Z

HN (@]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-102347_3 1

clccc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)CCOCC5(COC5)CO

RUN273

-1.94

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1241327_3_1

clecee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)ICCOCC(=0)NSCCOCCS

RUN829

-1.94

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-153257 1 1

CC(C)[C@@H](CO)C(=0)N[C@]1(CCOc2c1cc(cc2)Cl)C(=0)Ne3enceac3eeccd

RUN1588

-1.93

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-52467 1 1

clecc2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)OCCOCCO

RUN912

-1.93

0.25

-29-



sprint-5-stereofix-x11498-dimer-neutral

VLA-UCB-50c39ae8-1 1
NN
Z

EN300-62574 4 _1
Y

EN300-6487407 3 1

NN
Z

HN O

NN

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-50c39ae8-1_1

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

RUN94

-1.91

0.13

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-62574 4 1

Cn1c(nnn1)COCCC[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Ncacncc5cdccees

RUN332

-1.91

0.39

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6487407_3_1

clecc2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)CCOC[C@@H]5[C@H](CC(=0)05)0

RUN433

-1.90

0.38

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-261986_1_1

CS(=0)(=0)[N@@]1CC[C@@H](CL)CO[C@]2(CCO! )C(=0

RUNS524

-1.89

0.29

-30 -



sprint-5-stereofix-x11498-dimer-neutral

EN300-2977549 1 1

Y
/
HN 0 Ne—
/ ;o
0
0

EN300-204936_3_1

AN
s

HN O

o OJ'..
\

,N
N\\N \

EN300-1267093 1 1
NN
Z

HN O
OH
I
H N
O (0]

EN300-42154 1 1

NN
P

HN (@]
H
N
Ou /\«
[ ;13 o o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-2977549 1 1

CNC(=0)CO[C@]1(CCOc2clce(cc2)Cl)C(=0)Nec3enccdc3ccecd

RUN1072

-1.89

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-204936_3_1

Cnlc(enn1)C(=0)COCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedence5caccees

RUN345

-1.87

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1267093_1 1

RUN1282

-1.87

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-42154 1 1

clcee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)CIINC(=0)CS(=0)(=0)C5CCCCs

RUN877

-1.87

0.32

-31-



sprint-5-stereofix-x11498-dimer-neutral

EN300-128277 1 1

NN
P

HN O
o H
M~
N
F \(\ H (o] (@]

F

EN300-2977549 1 1

Y
/
HN 0 Ne—
/ ;o
0
o

EN300-19700 3 1

NN
s

HN O

=0 O

EN300-1265948 1 1

\N ?‘ ,’O
oK,
HN 0 N

(6]
O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-128277_1 1

clcce2ce(c1)encc2NC(=0)[C@@]3(CCOc4c3ec(cc4)Cl)NC(=0)C(=0)NCC(F)F

RUN1157

-1.87

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-2977549 1 1

CNC(=0)CO[C@]1(CCOc2clce(cc2)Cl)C(=0)Nec3enccdc3ccecd

RUN1064

-1.86

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-19700_3_1

COC(=0)COCC[C@]1(CCOc2ccc(cc2)Cl)C(=0)Ne3ence4c3ccecd

RUN1587

-1.86

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1265948 1 1

clcee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)OCC(=0)NSCCS(=0)(=0)CCs

RUNG99

-1.85

0.28

-32-



sprint-5-stereofix-x11498-dimer-neutral

EN300-131093_3 2

AN
P

HN O

o loo
»\/O

. o)
{H >

(@)

EN300-73772 3 1

RN
=
HN (0]
OYH s
O
A P~ )

EN300-19700 1 1

Y
/
HN 0 0=
/ :o
0
o

OH

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-131093 3 2

C[C@H](C(=0)NCC(=0)C)OCC[C@]1(CCOc2c1ce(cc2)Cl)C(=0)Ne3enceac3cceed

RUN1691

-1.85

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-73772_3 1

clcce2ce(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)CCOCC5[nH]c(=0)[nH]n5

RUN1308

-1.84

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-19700_1_1

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

RUN381

-1.84

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1717166_1_2

clece2c(c1)ence2NC(=0)[C@@]3(CCOcAc3ce(ced)CINC(=0)[C@H]SCC56CC(CE)0

RUNB861

-1.84

0.29

-33-



sprint-5-stereofix-x11498-dimer-neutral

EN300-7003350 3 1

NN
Z

HN (0]

0] /".0
»\/O
O

/=

EN300-2977549 3 1

NN
Z

HN (©]

o LS
) o

\N
H

EN300-316216_3_1

NN
P/

l/\

JAG-UCB-706446eb-8_1

AN
y/

HN (0]
HaN* '@
(0]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7003350_3_1

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

RUN1484

-1.83

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-2977549 3 1

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

RUN1747

-1.82

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-316216_3 1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)CCNC(=0)CCCnSenens

RUN748

-1.81

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JAG-UCB-706446€eb-8_1

clcce2ce(c1)encc2NC(=0)[C@@]3(CCOc4c3cec(ced)Cl)Ce5eeee(c5)CINH3+]

RUN140

-1.81

0.30

-34-



sprint-5-stereofix-x11498-dimer-neutral

EN300-85760 1 2
AN\
Z

HN O
H
O~
(0] (@]

EN300-69215 1 1

NN
P

\N M } o;
/ (6]

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

EN300-6736413 2 2
NN
Z

HN O
O
N
/llu
O
O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-85760_1 2

clcce2c(cl)encc2NC(=0)[C@ @]3(CCOc4c3cc(ccd)CIINC(=0)[C@H]SCCO5

RUN909

-1.81

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-69215_1 1

CN(C)C(=0)CCCC(=0)N[C@]1(CCOc2cLcc(ce2)Cl)C(=0)Ne3encedeoceed

RUN274

-1.80

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-3875bbc8-1_1

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

RUNS32

-1.80

0.11

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6736413 2 2

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3ce(ccd)Cl)CO[C@H]SCCNC5=0

RUN1182

-1.79

0.25

-35-



sprint-5-stereofix-x11498-dimer-neutral

EN300-62574 1 1

EN300-213358 1 1

NN
Z
HN o
H
~
\N © 0 o)

EN300-77006_1 1

AN
P

HN (¢]

ZT

NIO{O o o
T

EN300-7457160 1 2

DY o
Z HO
\
HN o) N
o
/’Q
o) H

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-62574 1 1

Cnlc(nnn1)CO[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncdence5edccees

RUN1240

-1.77

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-213358_1 1

Cn1c(ncn1)COCC(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncdence5edceecs

RUNS69

-1.76

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-77006_1_1

Ce1nc(on1)COCC(=0)N[C@]2(CCOe3c2cc(ce3)ClC(=0)NedenceSedccces

RUN965

-1.76

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7457160_1 2

cleee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)OCCE5=NO[C@H](C5)CC6(COCE)0

RUN801

-1.75

0.34

-36 -



sprint-5-stereofix-x11498-dimer-neutral

EN300-22879 1 1
NN

/ O
HN O N .
O’FO
o HN
(6]

EDJ-MED-28ec730d-4_1

NN

y

I
L

EN300-206870 1 1

NN
2

Y e

AN

DAR-DIA-0d514e7d-28 1
NN
Z

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-22879 1 1

cleec2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)OCC(=0)NSCCCC[C@@H]5C(=0)N

RUN1687

-1.75

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-28ec730d-4_1

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

RUNG5

-1.74

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-206870_1_1

Cclnnc(s1)COCC(=0)N[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Ncdcence5edceees

RUNB845

-1.73

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-28 1

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

RUNG

-1.73

0.10

-37-



sprint-5-stereofix-x11498-dimer-neutral

MAK-UNK-8be7dca9-4 1

CID:
Y
SMILES:
5 7
N
H2N+\) HN o RUN:
DDG (kcal/mol):
o dDDG (kcal/mol):

MAK-UNK-8be7dca9-4 1

clcc2ence(c2ccIN3CC[NH2+]CC3)NC(=0)[C@ @H]4CCOc5c4cc(cc5)Cl

RUNS6

-1.73

0.09

EN300-17381 4 2
AN

SMILES:
NH,
RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

EN300-17381_4 2

C[C@H](C(=0O)N)OCCC[C@]1(CCOc2clce(cc2)Cl)C(=0)Ne3enceac3ececd

RUN380

-1.71

0.27

EN300-125140 2 1

CID:
NN
~Z SMILES:
HN O RUN:
/m. DDG (kcal/mol):

/\(\O
e y (o]

dDDG (kcal/mol):

EN300-125140 2 1

COCC(=0)COC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3ence4c3ececd

RUN918

-1.70

0.35

EN300-20496 2 2
ANV
~Z

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

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

EN300-20496_2 2

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

RUN1166

-1.68

0.22

-38 -



sprint-5-stereofix-x11498-dimer-neutral

EN300-1608590 1 1
Y

(0]

oY,

(@]

EN300-219020 3 1
AN
Z

HN (@]

\N‘—’N Jllco
N :
EN300-302058 2 1

NN
Z

HN (@]
N loo,
d.o/
(0]

EN300-1253178 3_1

Y
P/

HN (©]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1608590_1 1

clece2e(c1)ence2NC(=0)[C@@13(CCOc4c3ec(ced)Cl)OCE5NC(0n5)N6CCOCCH

RUN1615

-1.68

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-219020_3 1

Cnlncc(n1)COCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncacnce5edccees

RUN1627

-1.67

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-302058_2_1

CONICC[C@@H](C1=0)OC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedence5cdccees

RUN1629

-1.66

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1253178_3_1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CCOCC(=0)NC5CCS

RUN1675

-1.65

0.25

-39 -



sprint-5-stereofix-x11498-dimer-neutral

VLA-UCB-50c39ae8-7 1

EN300-18249 1 1

NN
/
HN 0 NH;
/ ;o
0

EN300-182913 3_1

AN
Z

HN O
H2N H [IT
N
O (0]
O

JOH-SUS-a69¢159d-6_1

F

Y
b

=

HN (0]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-50c39ae8-7_1

C=CC(=0)N(clcncc2clcecc2)C(=0)[C@@H]3CCOc4c3cc(cc4)Cl

RUN147

-1.64

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-18249 1 1

clece2c(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)OCC(=0)N

RUN1128

-1.64

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-182913 3 1

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

RUN1649

-1.64

0.31

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

RUN70

-1.63

0.06

-40 -



sprint-5-stereofix-x11498-dimer-neutral

EN300-207873_1 1

NN
Z

HN O
H
N

OH

EN300-12139 1 1

NN
P

\ "\(} :
/N{ SN

EN300-1448603_3 2

NN
Z

HN O

oo
O
o ..,/
¢ (e}

’

EN300-02067_3 2
NN
Z

HN O

fe) boo
(©]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-207873_1_1

clcce2c(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)NC(=0)CC5(CC5)0

RUN338

-1.63

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-12139 1 1

CN(C)C(=0)CSCC(=0)N[C@]1(CCOc2c1ce(cc2)Cl)C(=0)Ne3enceac3ccecd

RUN282

-1.62

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1448603_3 2

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3ec(ced)CCCOC[C@H]SCCS(=0)(=0)C5

RUN1252

-1.62

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-02067_3_2

C[C@H](COC)NC(=0)COCC[C@]1(CCOc2c1ce(cc2)Cl)C(=0)Ne3encedc3cceed

RUN711

-1.62

0.34

-41 -



sprint-5-stereofix-x11498-dimer-neutral

EN300-306316 4 1
Y

EN300-113218 1_2
ANV
Z

HN (©]
O
H
N
& %
O O

EN300-20375 1 1
Y
Z

H ! < 7
/ofo/\«o 0

EN300-1696962_4 1

N NN
N,
D Z
N\N
HN O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-306316_4 1

clcec2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CCCOCC5[nH]nen5

RUN284

-1.61

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-113218_1 2

clece2c(c1)ence2NC(=0)[C@@]3(CCOcAc3cc(ced)CINC(=0)CS[C@H]SCCOC5=0

RUNS513

-1.60

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-20375_1 1

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

RUN1117

-1.60

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1696962_4 1

clcec2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)CCCOCCCn5ennn5

RUN1063

-1.59

0.41

-42 -



EN300-178293 3_1

sprint-5-stereofix-

x11498-dimer-neutral
CID: EN300-178293_3_1
Y
/ S M I L ES C[NH+]1CCN(CC1)C(=0)CCOCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedence5eaceces
HN (o]
RUN: RUN844
beo
oJ DDG (kcal/mol): -1.58
-\
("l ’
o dDDG (kcal/mol): 0.57
EN300-05512_1_2 CID: EN300-05512_1 2
AN
/ SM I L ES clcee2c(cl)ence2NC(=0)[C@@13(CCOcAc3ec(ced)Cl)OCC(=0)N[C@H]SCCS(=0)(=0)C5.
HN o HVC\ 20
s ) RUN: RUN349
(e}
o O
DDG (kcal/mol): -1.58
(e}
dDDG (kcal/mol): 0.33
ED‘]'MED'2880730d'1_1 CID: EDJ-MED-28ec730d-1_1
Y
Z SMILES: COCCC[C@]L(CCOc2clec(ce2)Cl)C(=0)Ne3encedcdococd
HN 0 RUN: RUNG2
\o\\/" DDG (kcal/mol): -1.58
(X}
o dDDG (kcal/mol): 0.26
EN300'31148_3_2 CID: EN300-31148_3 2
ANV
/ SM I L ES CCC(=0)N[C@H](C)C(=0)NCC[C@]1(CCOc2c1ce(cc2)Cl)C(=0)Ne3encedc3cceed
N Z° RUN: RUN1162
- H Al DDG (kcal/mol): -1.57
0 < N
\)‘N/\« 0 dDDG (kcal/mol):
H o]
-43 -

0.40




sprint-5-stereofix-x11498-dimer-neutral

EN300-51735 2 2

~iN
EN300-317082_4 1
NN
~Z

EN300-197715 4 1
Ny /‘ﬁl

EN300-1600786_2 1

Y
y/
\N HN o
I\
N§N /'l.o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-51735 2 2

CINH+](C)CCNIC[C@H](CC1=0)C(=0)NC[C@]2(CCO! )C(=0

RUNG645

-1.57

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-317082_4 1

clcec2c(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CCCOC5COCS

RUN1303

-1.57

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-197715_4 1

Cclnnnn1CCCOCCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncdcncc5ecdccees

RUN1543

-1.57

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1600786_2_1

Cnlcc(nn1)CCOC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncacnce5edceees

RUN1781

-1.56

0.39

- 44 -



sprint-5-stereofix-x11498-dimer-neutral

EN300-2977549 3 1

NN
Z

HN (©]

o
)

— O
H

EN300-67023 1 2
Y
y/

HN O
H
N
(o]
o K3 /\« ; ;
\J (e] (0]

EN300-302290 3 1
ANV
~Z

HN (@]

J'llo

O

=N

O

(0] (6]

EN300-360157 1 2
AN
Z

HN (@)
H
N
O
4
’
7oy O o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-2977549 3 1

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

RUN1739

-1.56

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-67023_1_2

clcee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ced)CIINC(=0)CS(=0)(=0)C[C@H]5CCCOS5

RUN704

-1.56

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-302290_3 1

CS(=0)(=0)N1CC(C1)COCCIC@]2(CCOL3e2cc(ce3)ClC(=0)Nedencesedceces

RUN1220

-1.55

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-360157_1_2

cleeec2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)CIINC(=0)C[C@]5(CCOC5)0

RUNG57

-1.55

0.26

-45 -



sprint-5-stereofix-x11498-dimer-neutral

EN300-1215738 1 1
Y

=

HN (0]

ZT
ZT

DAR-DIA-0d514e7d-18 1

Y
o

I,.. F ;

EN300-222969 3_1

NN
Z
HN

pose

EN300-68740 1 1

NN

y/
HN
H
MN

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1215738_1 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOcAc3ec(ced)CINC(=0)CCIC@@HISCCC(=0)NC5

RUN973

-1.55

0.39

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-18 1

C[C@H]1COc2c(cc(cc20C(F)(F)F)Cl[C@@H]1C(=0)Nc3cncc4c3ceccd

RUN123

-1.55

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-222969 3 1

CN1C[C@@H](OC1=0)COCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncacnce5edccees

RUN727

-1.54

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-68740 1 1

CCCNC(=0)CCC(=0O)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3enceac3ececd

RUN1229

-1.54

0.36

-46 -



sprint-5-stereofix-x11498-dimer-neutral

EN300-2977549 1 1

Y
/
HN 0 Ne—
/ ;o
0
0

NN

EN300-217107_3_3

NN
Z

HN (©]

NH

>
H [ITH
N
T}
O

o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-2977549 1 1

CNC(=0)CO[C@]1(CCOc2clce(cc2)Cl)C(=0)Nec3enccdc3ccecd

RUN1056

-1.54

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1253122_1 1

CCN(C)C(=0)CO[C@]1(CCOc2clce(cc2)Cl)C(=0)Nc3enccdc3ceecd

RUNS56

-1.53

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-139167_4 1

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

RUNS15

-1.53

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-217107_3_3

RUNS03

-1.53

0.32

- 47 -



sprint-5-stereofix-x11498-dimer-neutral
EN300-128463 3 1

CID: EN300-128463 3 1
NN
/ SM I L ES CNC(=0)CC(=0)NCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3encedc3ececd
HN o
RUN: RUN21090
('
v /" DDG (kcal/mol): 152
N o
/ \o° dDDG (kcal/mol): 0.35
EN300_17381—1—2 CID: EN300-17381_1 2
Y
/ SM I L ES [C@H](C(=0)N)O[C@]1(CCOc2clce(cc2)Cl)C(=0)Nec3enccdc3ccecd
HN 0 RUN: RUNS809
0»\/0 DDG (kcal/mol): -1.52
HN z d dDDG (kcal/mol): 0.20
EN300_203293—3—1 CID: EN300-203293 3 1
Y
/ SM I L ES cleec2e(cl)ence2NC(=0)[C@@])3(CCOc4c3cc(ce4)Cl)CCOC[C@@H]SCNC(=0)05
HN 0 RUN: RUN425
o DDG (kcal/mol): -1.52
0 Jll. 0
? 0
HN\) wnl J dDDG (kcal/mol): 0.29
EN300_152418—3—1 CID: EN300-152418 3 1
NN
/ SM I L ES CnlcncclCC(=0)NCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedence5eaceecs
HN O
RUN: RUN1170
H [N
DD cal/mol): -1.5
\ “J G (kcal/mol 2
“ 3”( °
&)
N dDDG (kcal/mol):
-48 -

0.33




sprint-5-stereofix-x11498-dimer-neutral

DAR-DIA-23e5a6a0-8 1
W
-

HN (¢]

EN300-207959 3 2
Y
s

HN (0]
HN H [ITH
N
O
(©]

EN300-204935 3_1

o
10000

NN
g
HN O
o o /llo
N o
NI

EN300-1968342 2 1
NN
Z

HN O
E
OH
/llu
O
O

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

dDDG (kcal/mol):

DAR-DIA-23e5a6a0-8_1

clece2c(c1)ence2NC(=0)[C@@HI3CCOcAc3ce(cc4CIC@@H]SCCH(INH2+]5)COCE)CI

RUN222

-1.52

0.26

CID:

SMILES:
RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CIC@]1(CCNC1=0)C(=0)NCC[C@]2(CCO!

EN300-207959_3 2

1)C(=0

RUN1729

-1.51

0.64

CID:

SMILES:
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

EN300-204935_3 1

Cnlnce(n1)C(=0)COCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedence5caccees

RUNG88
-1.50

0.34

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

dDDG (kcal/mol):

EN300-1968342 2 1

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

RUN483
-1.49

0.32

=49 -



sprint-5-stereofix-x11498-dimer-neutral

EN300-6238494 1 2

NN
— 0 =\
HN o} %

EN300-246992 1 2
NN
Z

o)
HN 0 %
'0
H QH
o o

EN300-68747 3 1

N
~

HN (©]
H lllo
N

H:N

EN300-2977549 4 1
NN

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6238494_1 2

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

RUN309

-1.49

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-246992_1 2

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cee(ced)CHNC(=0)C[C@H]SCCC(=0)NC5

RUN474

-1.48

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-68747_3_1

clcce2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CCNC(=0)C5(CCC5)C(=0)N

RUN1330

-1.48

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-2977549 4 1

CNC(=0)COCCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccdc3ceccd

RUNG611

-1.47

0.30

-50 -



sprint-5-stereofix-x11498-dimer-neutral

EN300-139167 3_2

NN
Z

HN (©]

O

EN300-47606_2 2

AN
2

HN (@]

/'.Oo

O
1
- H o
(O] N
(0]
O

EN300-1273362 3 1
NN

=

HN O

N LITH
O

EN300-364679 4 1
NN

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-139167_3 2

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

RUNG80

-1.47

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-47606_2_2

clece2c(c1)ence2NC(=0)[C@@]3(CCOcAc3ce(ced)C)COCC(=0)NCIC@H]SCCS(=0)(=0)C5

RUN1765

-1.47

0.53

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1273362_3 1

CIC@@]1(CN(C1=0)C)COCCIC@]2(CCOe3c2cc(ce3)Cl)C(=0)Nedcnce5eaccees

RUN401

-1.47

0.38

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-364679_4 1

clecc2ce(cl)ence2NC(=0)[C@@]3(CCOc4c3cec(cc4)Cl)CCCOCCn5cnnn5

RUN1750

-1.46

0.40

-51 -



sprint-5-stereofix-x11498-dimer-neutral

EN300-75342 2 1

@
EN300-393148 3_1

Y
Z

HN o

ITH
O
os
vy M o
o

EN300-310888 3_1

"we =

(5 ~"C
J

EN300-201553 1 1

AN
Z

N

HN O
N
N
SEAYe

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-75342_2_1

clcce2c(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)CNC(=0)CCn5cencs

RUN724

-1.46

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-393148_3 1

CIN@]1[C@@H](CCS1(=0)=0)COCCIC@]2(CCO )C(=0

RUN385

-1.44

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-310888_3 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ced)C)CCOCTENNCENSCCOCCH

RUN1619

-1.42

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-201553 1 1

Cnlcc(cn1)OCC(=0)N[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Ncdencc5edceecs

RUN814

-1.42

0.25

-52-



sprint-5-stereofix-x11498-dimer-neutral

EN300-4293814 2 1

NN
~Z

HN O

o
0 /".0
L] N
J "
HO " o
(6]

EN300-222969 4 1

EN300-1241327 3 1

AN
P

HN O

s :

DAR-DIA-6a508060-5_3

N
P

HN ¢]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-4293814 2 1

clccc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CNC(=0)CS(=0)(=0)CCO

RUN398

-1.42

0.64

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-222969 4 1

CNIC[C@@H](OC1=0)COCCCIC@]2(CCOe3c2ce(ced)CC(=0)NedenceSedccoes

RUN1375

-1.41

0.53

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1241327_3_ 1

clcee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)ICCOCC(=0)NSCCOCCS

RUN821

-1.40

0.28

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

RUN218

-1.40

0.16

-53-



sprint-5-stereofix-x11498-dimer-neutral

EN300-7003350 4 1

NN
P

/\/'EQ
X

EDJ-MED-e4b030d8-4_1

EN300-77464 1 1
NN
Z

HN O
H
\\«N
L)
N
HO®
(@] (@]

EN300-173006_2 2

NN
Z

HN O
boo
_}O”I ¢
N
1= o

N\\N/N\

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7003350_4 1

CCNC(=0)COCCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3enceac3ececs

RUN1047

-1.40

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-e4b030d8-4_1

clecc2c(cl)ence2NC(=0)[C@@H]3CCOc4c3cc(cc40C5COC5)Cl

RUN150

-1.40

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-77464 1 1

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

RUN1397

-1.39

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-173006_2_2

C[C@H](c1nnnn1C)OC[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Nc4encc5edccees

RUN1502

-1.39

0.33

-54 -



sprint-5-stereofix-x11498-dimer-neutral

EN300-6255179 1 1
CC
= ay
HN (@] N\/N/l'

o

EN300-87334 4 1

EN300-46832 1 2

NN
y/

HN (e}

EN300-18564 1 1
Y
Z

HN,. O
H
N
O/\/\«
N O (@]
H

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6255179_1 1

cleec2c(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)OCCn5cnens

RUN1096

-1.39

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-87334_4_1

Cn1c(ncn1)COCCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Necdence5edceees

RUN324

-1.39

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-46832_1 2

clece2c(c1)ence2NC(=0)[C@@]3(CCOcAc3ec(ced)CHOCC(=0)NC[C@H]SCCOCS

RUN1440

-1.38

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-18564 1 1

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

RUN498

-1.37

0.25

- 55 -



EN300-98648 2 1

NN
Z

N4
O/llu

EN300-11195 2 1

NN
2

O

EN300-317555 4 1
NN

sprint-5-stereofix-x11498-dimer-neutral

o

o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-98648_2_1

CNICC[C@@H](C1=0)0C[C@]2(CCOc3c2cc(ce3)ClC(=0)NedenceSedccoes

RUN1685

-1.37

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-11195 2 1

clcec2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)COCC(=0)N5CCC5

RUN1142

-1.36

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-317555_4 1

clcec2e(cl)encc2NC(=0)[C@@]3(CCOc4c3ce(ccd)Cl)CCCOCC5=NCCO5

RUNS00

-1.36

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-05e51b3f-12_1

clece2c(c1)ence2NC(=0)[C@]3(CCOcAc3ee(cc40[C@@HISCC(=0)NS)C)CCCECCCCCH

RUN241

-1.36

0.32

-56 -



sprint-5-stereofix-x11498-dimer-neutral

EN300-6746890 1 1

AN
Z

HN o
F H

‘ C <S N

OH o) o)

EN300-50488 1 1

N
2

HN O
N
o
»~N Q(
Ffo - o
F

E

DAR-DIA-0d514e7d-4_1

s

EN300-43206 1 1
AN
Z

HN 0
H
N
o
”
O= N
- -N
U ) )

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6746890_1 1

cl NC(=0)[C@]

)OCC3)NC(=0)[C@HISCIC@@](CS)(F)CO)ccl

RUN1596

-1.36

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-50488_1_1

clcee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)CIINC(=0)CNC(=0)OCC(F)(F)F

RUN1005

-1.35

0.27

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

RUN93

-1.35

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-43206_1 1

clecee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)CI)NC(=0)C[N@]5CCCS5(=0)=0

RUN1636

-1.34

0.35

.57 -



sprint-5-stereofix-x11498-dimer-neutral

EN300-216673 4 1

EN300-2977549 3 1

NN
Z

HN (©]

o
)

— O
H

EN300-1699871 3 1

NN
Z

HN O

oo
O
o
~ (0]

v N
0 H

EN300-98648 2 1
ANV
Z

N4
O/llu

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-216673_4 1

Cn1c(cnn1)COCCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedence5edceees

RUN300

-1.34

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-2977549 3 1

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

RUN1755

-1.34

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1699871_3 1

cleee2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)CCOCIC@@H]5CCS(=0)(=0)NS

RUN1140

-1.33

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-98648_2_1

CNICC[C@@H](C1=0)0C[C@]2(CCOc3c2cc(ced)ClC(=0)NedenceSedccoes

RUN1693

-1.33

0.26

-58 -



sprint-5-stereofix-x11498-dimer-neutral

EN300-1988306_4 1
AN\

EN300-1723663_2 2

AN
e
HN O
L)
H/'
(@] (0]
/\/N

HO

PET-UNK-29afea89-1_1

NN
Z

HN O

ﬂl‘é

EN300-125140 1 1
NN
Z

HN (0]

v

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1988306_4 1

CS(=0)(=0)CCC(=0)COCCCIC@]L(CCOc2cLec(ce2)Cl)C(=0)Ne3encededoceed

RUN1638

-1.32

0.43

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1723663_2_2

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3ec(ced)CCNC(=0)[C@H]SCCN(C(=0)C5)CCO

RUN358

-1.31

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-29afea89-1_1

C#C[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3cncecdc3ceccd

RUN40

-1.31

0.10

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-125140 1 1

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

RUN405

-1.31

0.26

-59 -



sprint-5-stereofix-x11498-dimer-neutral

EN300-125769 1 1

NN
2

HN (e}
H
N
/\/\O/\«
O O
\O

EN300-1696058 1 1
Y
Z

HN (0]
H
N

[ /\/\«

EN300-306316_1 1
Y
Z

)
\=

EN300-1911992 2 3

e
S

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-125769 1 1

COCCCOCC(=O)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3encedc3ceced

RUN1365

-1.31

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1696058_1_1

CC(=0)OCCCC(=0)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccac3ceecd

RUN394

-1.29

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-306316_1_1

clecc2ce(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)OCce5[nH]nen5

RUNG68

-1.28

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1911992 2 3

clece2e(c1)ence2NC(=0)[C@@13(CCOc4c3ec(ced)C)COCIC@@H](C@H]SCCOC5)0

RUN1278

-1.28

0.32

-60 -



sprint-5-stereofix-x11498-dimer-neutral

EN300-01527 3 2

N

=

o

EN300-7003350 4 1
N
Z

(0]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-01527_3_2

clecee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)ICCOCC(=0)NC[C@H]5CCCO5

RUN964

-1.28

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-113112 2 1

CnlcnnclCOC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncdence5edccees

RUN1438

-1.27

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1968342 2 1

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

RUN491

-1.27

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7003350_4 1

CCNC(=0)COCCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3enceac3ececd

RUN1031

-1.26

0.31

-61 -



sprint-5-stereofix-x11498-dimer-neutral
EN300-77359 1 2

CID: EN300-77359_1 2
NN
/ SMILES: CIC@H](C(=0)N[C@]1(CCO )CIC(=0 occoc
RN RUN: RUN1333
- H
2 N DDG (kcal/mol): -1.26
7
/0 f o 0 dDDG (kcal/mol): 0.27
EN300-125140_3_1 CID: EN300-125140 3 1
NN
/ S M I L ES COCC(=0)COCC[C@]1(CCOc2clce(cc2)Cl)C(=0)Nc3enccdc3ccecd
N ° RUN: RUN735
o (ITH DDG (kcal/mol): -1.26
0
0 \)\/ 0 dDDG (kcal/mol): 0.27
/7
EN300'6473273_3_2 CID: EN300-6473273_3_2
NN
/ S M I L ES: Cnlc(cenl)[C@H](C(=0)NCC[C@]2(CCO 1)C(=0) o
HN (o]
RUN: RUN1114
o oo
; i DDG (kcal/mol): 11.26
\ d
N
/ \ o _
NN dDDG (kcal/mol): 0.36
EN300-64247_3_1 CID: EN300-64247 3 1
NN
/ SMILES: CC(C)(C(=OINCCIC@IL(CCON )CE=0 Jsccoccs
HN © RUN: RUN630
o/\\ Hm p LD DDG (kcal/mol): -1.25
HN*
\— \ ° dDDG (kcal/mol):
-62 -

0.44




sprint-5-stereofix-x11498-dimer-neutral

EN300-123614 3 1

AN
Z

HN O
NH.

A
o) NH H ch..
I~ L

o

EN300-216063 2 1
NN
Z

s
/\( /llu

EN300-109535 1 2
NN
Z

0
HN 0
%’o
N
H o
0
o

EN300-331828 4 1

NN
y/
HN o
o
(=
v \\/llu
OH

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-123614 3 1

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

RUNG06

-1.25

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-216063_2_1

CN(C)C(=0)COC[C@]1(CCOc2clce(cc2)Cl)C(=0)Nc3enccdc3ccccd

RUN1206

-1.25

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-109535_1 2

clece2e(c)ence2NC(=0)[C@@13(CCOc4c3ec(cod)CNC(=0)C[C@H]SCC(=0)0C5

RUNB869

-1.25

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-331828 4 1

clcee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)ICCCO[C@@H]5COC[C@H]50

RUN1447

-1.24

0.27

-63-



sprint-5-stereofix-x11498-dimer-neutral

EN300-1911992 3 3

EN300-1071940 1 2
NN
2

HN 0
H
N
0
)
‘o © o}

EDJ-MED-28ec730d-2_1
NN
Z

HN o

/OJ

EN300-218116 3 1

NN
2

HN O
HO
N
O
O

HO

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1911992 3 3

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

RUNG95

-1.23

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1071940_1 2

clece2e(c1)ence2NC(=0)[C@@13(CCOc4c3cce(ced)CNC(=0)C[C@I5(CCCOCS)0

RUNG681

-1.23

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-28ec730d-2_1

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

RUNT77

-1.22

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-218116_3 1

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

RUN289

-1.22

0.34

-64 -



sprint-5-stereofix-x11498-dimer-neutral

EN300-101505 1 2
ANV

EN300-154201 1 2

NN
b

HN O

Q<t

o
-
-

o,

EN300-2972220 3_1

Y
Z

HN O

\’/ H oo
o - Nt
N/\< 0
H (e}

HzN

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-101505_1_2

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3ce(ccd)Cl)NC(=0)[C@H]5CC(=0)N5

RUN1277

-1.22

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-302290_4 1

CS(=0)(=0)N1CC(C1)COCCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedence5caceees

RUN1199

-1.21

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-154201_1 2

cleec2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)CC(=0)NSCCOC[C@H]5CO

RUN1202

-1.21

0.38

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-2972220_3_ 1

CC(C)[C@H](C(=0)NCC[C@]1(CCOc2clce(cc2)Cl)C(=0)Ne3encedc3ecccd)NC(=0)N

RUN1362

-1.21

0.30

-65 -



sprint-5-stereofix-x11498-dimer-neutral

EN300-1253122 4 1

NN
P

/\/'EQ
\ 0
X

EN300-7003350 3 1
Y
Z

HN (0]

o . J:...

MAK-UNK-8be7dca9-5 1

H,N* NN
A

HN O

EN300-316216 1 1

AN
2

&

N

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1253122_4 1

CCN(C)C(=0)COCCC[C@]1(CCOc2clce(cc2)Cl)C(=0)Nec3enccac3ececd

RUNG98

-1.21

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7003350_3_1

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

RUN1500

-1.21

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAK-UNK-8be7dca9-5 1

clcc2c(cc1C[NH3+])cncc2NC(=0)[C@@H]3CCOc4c3cc(cc4)Cl

RUN19

-1.21

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-316216_1_1

clcce2e(c1)ence2NC(=0)[C@ @]3(CCOc4c3cc(ced)CNC(=0)CCCn5enen5

RUN1740

-1.21

0.43

- 66 -



sprint-5-stereofix-x11498-dimer-neutral

EN300-331828 1 1
Y

EN300-90225 4 1
NN

N
/. N// ’i‘

fN
O

7

EN300-107267_2_ 2
NN
Z

HN O
H (0]
N
/llu
(0]
O

EN300-302058 3_1

N
P

HN O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-331828 1 1

clcce2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)O[C@@H]SCOC[C@H]S0

RUN1591

-1.20

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-90225_4_1

Cn1nc(nn1)COCCC[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Ncacnce5cdccees

RUNS87

-1.20

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-107267_2_2

clcee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)ICO[C@H]SCCCNC5=0

RUN966

-1.19

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-302058_3 1

CONICC[C@@H](C1=0)OCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncacnce5edceees

RUN1707

-1.19

0.27

-67 -



sprint-5-stereofix-x11498-dimer-neutral

EN300-23223 3 1

NN
P

HN

PeSat
N

EN300-1724771_1 1

G &
,—Q

(@)
(0]

EN300-23317_1 2
Y
Z

HN (0]

fo
(L0
\ (@)

N
ofH

/ (6]
EN300-1253122 2 1
AN
~
\ O/luo
\/N ¢}

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-23223 3_1

CNC(=0)CNC(=0)COCC[C@]1(CCOc2¢1ec(ce2)Cl)C(=0)Ne3encedc3ccocd

RUN1148

-1.18

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1724771_1 1

CC(=0)N1CCN(CC1)C(=0)CO[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncdcnce5edccees

RUN936

-1.18

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-23317_1 2

C[C@H](C(=0)NCCOC)O[C@]1(CCOc2c1ce(cc2)Cl)C(=0)Nc3encedc3ceecd

RUN1320

-1.17

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1253122 2 1

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

RUN1454

-1.17

0.24

-68 -



sprint-5-stereofix-x11498-dimer-neutral

EN300-256053 1 1
NN
Z

OH HN O

J,
loe,
N
(0] O

EN300-103187 3 1
NN
Z

HN O

ge

N
OfH

4
DAR-DIA-0d514e7d-8 1
AN
~Z
HN o
%,, //N
EN300-6736413 4 1
NN
Z 0

ZT

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-256053_1 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOcAc3ce(ced)Cl)CC(=0)NSCCIC@@H](C5)CO

RUN1458

-1.17

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-103187_3 1

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

RUNG632

-1.17

0.46

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-8_1

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

RUN18

-1.16

0.07

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6736413 4 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cec(ced)C)CCCO[C@@HISCCNC5=0

RUN975

-1.16

0.31




sprint-5-stereofix-x11498-dimer-neutral

EN300-173903 1 1

AN
Z
2 U
ate
EN300-10414 3 1
Y
Z

o [ITH
X o 5 J
0% »\/
N (e}
H

EN300-65978 3 1

N
P

o OJ..
NL/ o
8
I

EN300-216063 1 1

AN
2
HN o \N’
/ ;o
o}
le)

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-173903_1 1

cleec2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)CC(=0)NSCCOC[C@H]5CO

RUN1210

-1.15

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-10414 3 1

CIC@@]1(CCS(=0)(=0)C1)NC(=0)COCCIC@]2(CCO )C(=0;

RUN884

-1.14

0.44

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-65978_3_1

Cnlce(en1)CN(C)C(=0)COCCIC@]2(CCON 1)C(=0;

RUN1731

-1.13

0.55

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-216063_1 1

CN(C)C(=0)CO[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nec3enccdc3ccecd

RUN793

-1.13

0.22

-70 -



sprint-5-stereofix-x11498-dimer-neutral

EN300-1915260 2 2

Y
P
/\/\O/hu
EN300-19542 1 2
Y
/

HN O
H
\\«N
L)
N
HO®
(@] (@]

EN300-1253178 3_1

Y
P/

HN (©]

EN300-6739235_3 1

AN
Z

HN o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1915260_2_2

COC[C@H](COC[C@]1(CCOc2clce(cc2)Cl)C(=0)Nc3enccdc3ceecd)O

RUN1030

-1.13

0.38

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-19542_1 2

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

RUN1389

-1.13

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1253178_3_1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CCOCC(=0)NC5CCS

RUN1683

-1.13

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6739235_3 1

HI(C1)C(=C

RUN1274

-1.12

0.34

-71 -



sprint-5-stereofix-x11498-dimer-neutral

EN300-05512 2 2

RN O« :9

<,
./ G
<
d
-~
N
H

EN300-02015 3 1
NN
Z

HN O

o OJ:..
/ofﬁ»\/ °

EN300-1667046 1 1
NN
Z

CN\% HN O
EN300-95639 1 2

NN
2

HN O

(6]
-
%
[ITH
N
(0] O

H
HO

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-05512_2_ 2

clcee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)ICOCC(=0)N[C@H]5CCS(=0)(=0)C5

RUN467

-1.12

0.46

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-02015_3_1

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

RUN393

-1.12

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1667046_1_1

clece2e(c1)ence2NC(=0)[C@@I3(CCO )CC(=O)NSCC(C 116)0
RUN1673
-1.11
0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-95639 1 2

C(= HI(C5)0)CO

RUN343

-1.11

0.39

-72 -



sprint-5-stereofix-x11498-dimer-neutral

EN300-120586 1 1
AN\
Z

HN (@]

EN300-349304 1 1
NN
Z

HN O
HO
HO LITH
N
O (0]

EN300-7436306_4 1

DAR-DIA-0d514e7d-25_1

NN
/.

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-120586_1 1

clecc2ce(cl)ence2NC(=0)[C@@]3(CCOc4c3cec(cc4)Cl)OCC(=0)NCC(F)F

RUN429

-1.11

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-349304 1 1

clcee2e(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)CC(=0)NSCC[C@H]([C@H](C5)0)0

RUN1082

-1.08

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7436306_4 1

RUNB839

-1.08

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-25_1

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

RUN73

-1.07

0.13

-73-



sprint-5-stereofix-x11498-dimer-neutral

EN300-6491682_2 2

AN
/
HN o
N
| il
HN\/ )\/lu.
N
o

EN300-317082_2 1
NN
Z

HN (O]

O ey

EN300-204935 1 1

NN \
~ /N\IN
N
HN 0 \
K o)
o

EN300-05620 1 1

Y
Z

HN o
H
N
[ /\/\«
»~H o o)
HaN

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6491682_2_2

clece2ce(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)CCC(=0)N[C@H]5CCebe(n[nHIN6)CS

RUNB867

-1.07

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-317082_2_ 1

clecc2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)COC5COCS

RUN1462

-1.05

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-204935_1 1

Cnlncc(n1)C(=0)CO[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nc4cence5edccees

RUN1536

-1.04

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-05620_1_1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3ce(ccd)Cl)NC(=0)CCCNC(=0)N

RUNS77

-1.04

0.34

-74 -



sprint-5-stereofix-x11498-dimer-neutral

EN300-203118 1_1
NN
Z

HN O
HO
F:l!:
/llu
N
O (0]

EN300-23317_4_2
NN

DAR-DIA-23e5a6a0-5 1

NN
5

HN (¢]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-203118_1 1

clcce2c(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)CC(=0)N5CC[C@@](C5)(CO)F

RUN1737

-1.03

0.46

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-23317 4 2

C[C@H](C(=0)NCCOC)OCCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3encedc3ceccd

RUN1551

-1.03

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-24_1

C[C@H]1COc2c(cc(cc2[C@@H]1C(=0)Nc3encc4c3ccccd)Cl)ICC(C)C

RUN109

-1.03

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-23e5a6a0-5_1

clcec2c(c1)ence2NC(=0)[C@@H]3CCOc4c3cc(cc40[C@@H]5CCE(INH2+]5)CC6)Cl

RUNB84

-1.03

0.45

-75-



sprint-5-stereofix-x11498-dimer-neutral
EN300-174603_1 1

CID: EN300-174603_1_1
NN
/ O = S M I L ES CN(C(=0)CCO[C@]1(CCOc2clce(cc2)Cl)C(=0)Ne3enccac3ececd)OC
© /
HN o) N
\ RUN: RUN1272
O
DDG (kcal/mol): -1.02
(0]
dDDG (kcal/mol): 0.25
EN300'211482—2—1 CID: EN300-211482_2_ 1
Y
/ SM I L ES C[C@@H](C(=0)NC)OC[C@]1(CCOc2c1cc(cc2)Cl)C(=0)Ne3encedc3ececd
FN ° RUN: RUN1326
<
< /'m DDG (kcal/mol): -1.02
H o}
N
/ \ © dDDG (kcal/mol): 0.28
EN300'68203_1_2 CID: EN300-68203_1_2
AN
/ SM I L ES: clcce2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)CIINC(=0)C[C@H]5CCC(=0)NS
(0]
HN o ?—'4 y RUN: RUN1684
O' N
N
&o DDG (kcal/mol): -1.01
o
dDDG (kcal/mol): 0.30
EN300'261986_1_1 CID: EN300-261986_1_1
NN
/ SM I L ES CS(=0)(=0)[N@@]1CC[C@@H](C1)CO[C@]2(CCON )C(=0)
HN o]
rC\ 5 RUN: RUN516
Ne.
v
O 17 ~
o DDG (kcal/mol): -1.01
(0]
dDDG (kcal/mol):
-76 -

0.32




sprint-5-stereofix-x11498-dimer-neutral

EN300-256053 1 1
NN
Z

OH HN O

J,
loe,
N
(0] O

EN300-303908 1 1
NN
Z

HN (0]

A [T
HO\® N
o) o

EN300-25572_3 2

NN

T

EN300-248888 3_1

NN
Z

HN (©]

H [ITH
Nq._/
m !
HO 1)

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-256053_1 1

clcec2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)CC(=0)NSCC[C@@H](C5)CO

RUN1450

-1.01

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-303908_1 1

cleee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)CC(=0)NSCC[C@]6(C[C@H]6C5)0

RUNB827

-1.00

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-25572_3_2

C[C@H]1CN(CCO1)C(=0)COCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncdcnce5edccees

RUNS592

-0.99

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-248888 3 1

C[C@@)](C=C)(C(=0)NCC[C@]1(CCO )CI)C(=0! o

RUN763

-0.99

0.40

-77 -



sprint-5-stereofix-x11498-dimer-neutral

EN300-246248 2 1
NN

EN300-221518 2 1

NN
s

HN (@]

/lu.

/\/\O
o (6]

EN300-46832 1 1

H

NN
/
HN o
o
Ov«
N ="

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-246248_2_1

clccc2e(cl)encc2NC(=0)[C@ @]3(CCOc4c3cc(ced)Cl)COCIC@@H]SCCNC5=0

RUN323

-0.99

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-260696_1 8

RUN1785

-0.99

0.62

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-221518_2_ 1

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

RUNB823

-0.99

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-46832_1 1

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

RUN1472

-0.98

0.32

-78 -



sprint-5-stereofix-x11498-dimer-neutral

EN300-1600517 2 2

AN
Z

HN O

/lu.

0
HO o
E

EN300-299920 1 1

NN
Z

HN O
HO
HO LTS
N
HO O (0]

EN300-60862_1 2

NN
P

HN o]
O/\\ N
\\/N
‘.
HQN\\ O (@]
(0]

EN300-6736413 1 1
NN
Z

HN (0]
‘\
HN e}

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1600517_2_2

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

RUN1134

-0.98

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-299920_1 1

RUN1777

-0.98

0.55

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-60862_1 2

cleee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc)Cl)CC(=0)NSCCO[C@H](C5)C(=0)N

RUNB866

-0.96

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6736413_1_1

clecc2e(el)encc2NC(=0)[C@@]3(CCOc4c3ce(ccd)Cl)O[C@@H]SCCNC5=0

RUN1679

-0.96

0.20

-79-



sprint-5-stereofix-x11498-dimer-neutral

EN300-260816_3_1

NN
P

HN O

! ."/OJ

EN300-1241327 4 1
NN
Z

yG
...mn\//o

JAG-UCB-706446eb-4 1
NN
Z

HN O

/\}\/Mu
EN300-22884 1 1

¢ oy
/,Q

(@]
(0]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-260816_3 1

CN1CC[C@@H](C1=0)COCCIC@]2(CCOe3c2ce(ced)ClC(=0)Nedencesedccces

RUN1763

-0.96

0.52

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1241327_4 1

clece2c(c1)ence2NC(=0)[C@@]3(CCO4c3cec(ced)C)CCCOCC(=0)NSCCOCCS

RUN1183

-0.96

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JAG-UCB-706446€eb-4_1

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

RUN1

-0.96

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-22884 1 1

cleee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)OCC(=0)NSCCNC(=0)C5

RUN707

-0.96

0.26

-80 -



sprint-5-stereofix-x11498-dimer-neutral

EN300-100700 1 1
AN\

EN300-19700 2 1

ANV
Z

HN o

\ 0

o \(O/"“

EN300-139167_3_2

NN
Z

HN (©]

Ot

EN300-1630093_1 2

NN
2

HN O
O

H

N
H

O (6]

Ol

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-100700_1_1

cleec2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)CC(=0)NSC[C@H](NC(=0)C5)CO

RUN1218

-0.96

0.41

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-19700 2 1

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

RUN1422

-0.96

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-139167_3 2

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

RUNG672

-0.94

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1630093_1_2

CC(C)(C(=0)N[C@]1(CCO )CI)C(=0 [C@]5(cCOC5)0

RUN1509

-0.94

0.24

-81-



sprint-5-stereofix-x11498-dimer-neutral

EN300-79588 1 1

Y
2 o
"
‘-NHZ
HN 0
)
0
o
o

AN

EN300-226314 1 1

Y o
"
r T
HN 0 \

(@]
(0]

EN300-1253122 1 1

\_/

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-79588_1_1

clece2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cec(cc4)Cl)OCCCS(=0)(=0)N

RUN1120

-0.93

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-219020 2 1

Cnlncc(n1)COC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncdcnce5c4ceees

RUN1725

-0.92

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-226314_1 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ced)COCC(=0)[C@@HISCCS(=0)(=0)C5

RUN285

-0.92

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1253122_1 1

CCN(C)C(=0)CO[C@]1(CCOc2clce(cc2)Cl)C(=0)Nc3enccdc3ceecd

RUNS548

-0.92

0.25

-82-



sprint-5-stereofix-x11498-dimer-neutral

EN300-299532 1 1
NN
y/

HN O

0\\0
ZT

EN300-114133 3 1

NN
Z
“cho
/YD."(O 0
EN300-1968342 2 2
RN
Z
O/lu.

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-299532_1 1

CC(C)([C@@H](C(=O)N[C@]1(CCOc2clec(cc2)Cl)C(=0)Ne3encedc3ccee4)0)0

RUN1141

-0.91

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-23e5a6a0-9_2

clcee2e(c1)ence2NC(=0)[C@@H]3CCOc4c3cc(cc4C[C@H]5CCH(CCH)C[NH2+]5)Cl

RUN157

-0.91

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-114133_3 1

CCC(=0)N1CCIC@@H](C1)C(=0)NCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)NedenceSedccees

RUN1681

-0.89

0.44

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1968342 2 2

cleec2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)COC[C@H](CF)O

RUNS514

-0.89

0.32

-83-



EN300-370967 2 1

RN
Z

o,’\N
\‘O( 1 o/lu.

EN300-216916 3 2
NN
s

HN

H lllo
N

~ X

°
—~— \H

\ OH
EN300-226314 3 1
W
2

sprint-5-stereofix-x11498-dimer-neutral

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-370967_2_1

clecc2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)COCCN5CCOC5=0

RUNB8O07

-0.89

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-216916_3 2

C[NH+](C)C[C@H](CC(=0)NCC[C@]1(CCOc2c1ce(cc2)Cl)C(=0)Ne3enceac3ccecd)O

RUN1370

-0.89

0.45

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-226314 3 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cec(ced)CCCOCC(=0)[C@@HISCCS(=0)(=0)C5

RUN1156

-0.89

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-105267_4 1

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

RUN1135

-0.88

0.31

-84 -



sprint-5-stereofix-x11498-dimer-neutral

EN300-299532 3 1

NN
Z

HN o
HO HJ"‘
- N
L
><‘( .
on ©°

EN300-42243 1_1
Y
.

HN O
H
N
(@)
é /\«
\J O
>\/ o ©

EN300-68635_1_1

NN
P

HN O
H
H
NM o
O

MAT-POS-8a69d52e-4 2

NN
Z

HN o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-299532_3 1

CC(C)([C@@H](C(=0)NCC[C@]1(CCOc2clee(cc2)Cl)C(=0)Ne3encedc3ceee4)0)O

RUN1474

-0.88

0.38

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-42243 1 1

CC(C)CS(=0)(=0)CC(=0)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3encedc3ceecd

RUN798

-0.88

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-68635_1 1

CCNC(=0)CCCC(=0O)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3enceac3ececd

RUNG649

-0.87

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-8a69d52e-4_2

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

RUN13

-0.87

0.06

-85-



sprint-5-stereofix-x11498-dimer-neutral

EN300-04492 1 1
NN
Z

HN O
O
O\’(
N

o

EN300-342462 3 1
AN
A

HN (@]

0] ".0
o 4
== NH* »\/
N o)
H

EN300-17184 4 1
AN\

DAR-DIA-0d514e7d-30 1
NN
Z

HN o

".00

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-04492_1 1

COCCCNC(=0)CO[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3encedc3ceced

RUN1663

-0.86

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-342462_3 1

C[NH+]1CCC(CC1)NC(=0)COCC[C@]2(CCOc3c2cc(cc3)Cl)C(=0)Ncdcnce5eaccees

RUN1132

-0.85

0.45

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-17184 4 1

C=CCNC(=0)COCCC[C@]1(CCOc2c1cc(cc2)Cl)C(=0)Nc3enccdc3ccecd

RUN1567

-0.85

0.38

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-30_1

C[C@@]1(c2cc(ccc20CC1(C)C)Cl)C(=0)Ne3enccdc3ceecd

RUN112

-0.85

0.15

-86 -



sprint-5-stereofix-x11498-dimer-neutral

EN300-211482_4 1
NN

EN300-124301 2 1

AN
A

HN (o)

\ N/lu
® H

N%/N

EN300-221518 1 1
NN
Z

HN O

A NI

EN300-73662_1 1

NN
/
HN O
o <N
\/:\/«o
(0] O’

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-211482_4 1

C[C@@H](C(=0)NC)OCCC[C@]1(CCOc2c1cc(cc2)Cl)C(=0)Ne3enceac3ccecd

RUN1015

-0.84

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-124301_2 1

clcee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)CNC(=0)CCCn5cenns

RUN754

-0.84

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-221518_1 1

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

RUN992

-0.84

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-73662_1_1

COC(=0)C[C@H](CO[C@]1(CCOc2c1ce(cc2)Cl)C(=0)Ne3enceac3ccecd)O

RUN1288

-0.84

0.32

-87-



sprint-5-stereofix-x11498-dimer-neutral

EN300-17381 2 2

NN
Z

HN (@]
/'.Oo
(0]
H.N
O
O

EN300-31242 1 1

NN
P

HN (@)
H
N
H\/\«
N
O (0]
\O/\«o

EN300-46832_3 1

N
~

HN (e}

ge

(__{H

]

EN300-22884 3 1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-17381 2 2

C[C@H](C(=0)N)OC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3ence4c3ccccd

RUN1230

-0.84

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-31242_1 1

COCC(=0)NCCC(=0O)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3encecdc3ccecd

RUNS53

-0.84

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-46832_3_1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cec(ced)C)CCOCC(=0)NC[C@@H]SCCOCS

RUN1667

-0.83

0.38

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-22884_3_1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cec(ced)C)CCOCC(=0)NSCCNC(=0)C5

RUNS544

-0.83

0.32

-88 -



sprint-5-stereofix-x11498-dimer-neutral

EN300-17381 2 2

NN
Z

HN (@]
/'.Oo
(0]
H.N
O
O

EN300-7456499 1 1

Y {
/ O«
>0
HN o /’I

EN300-316216_3_1

NN
P/

l/\

EN300-226314 1 2

N
\ O
I
Z o)
HN (@]
(0]
(@]
(o]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-17381 2 2

C[C@H](C(=0)N)OC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3ence4c3ccccd

RUN1246

-0.83

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7456499 1 1

clcce2e(cl)ence2NC(=0)[C@ @]3(CCOc4c3cc(ccd)Cl)OCCS(=0)(=0)CCCO

RUNS501

-0.82

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-316216_3 1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)CCNC(=0)CCCnSenens

RUN755

-0.82

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-226314_1_2

clcce2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)OCC(=0)[C@H]5CCS(=0)(=0)C5

RUN277

-0.81

0.29

-89 -



sprint-5-stereofix-x11498-dimer-neutral

DAR-DIA-23e5a6a0-2_2

WIN
s

HN (¢]

o
N*% !
H,

FRA-DIA-b66f7109-3 1

=

HN

EN300-6494158 4 1

EN300-221518 2 1

NN
s

HN (@]

/lu.
~ d

HO

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

RUNS8S8

-0.81

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

FRA-DIA-b66f7109-3_1

clecc2c(cl)ence2NC(=0)[C@H]3CCOc4c3cc(cc4Cl)O[C@@H]5CC(=0)N5

RUN187

-0.80

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6494158 4 1

clcee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)ICCCOC[C@@H]5C[C@@H](CO5)CO

RUN1007

-0.80

0.49

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-221518_2_ 1

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

RUNBS838

-0.80

0.27

-90 -



.

sprint-5-stereofix-x11498-dimer-neutral

EN300-52467 2 1

NN
2

HN (e}

/lu
ofo
r~ °

HO

EN300-22879 3 1

NN
b

HN O

NH: o

Os” OJloo
EN300-378760 2 1

NN
Z

o HN o
"

H
" 50\ N
o) )\/lu.
o}
o)

EN300-1911992 4 3
AN\

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-52467 2_1

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

RUN1581

-0.80

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-22879 3 1

RUN765

-0.80

0.42

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-378760_2_1

RUN1187

-0.79

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1911992 4 3

cleec2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)CCCOCIC@@H]([C@H]5CCOCS5)0

RUNG675

-0.79

0.35

-91-



sprint-5-stereofix-x11498-dimer-neutral

EN300-270710_2 1
AN Y
Z

HN (©]
(@]

"
HoN «
7 ley
O"\\/,
(0]

EN300-1911992 1 4

Y
/ o
HN (@]
‘e
’OH
(@]
(@]

Y
2 o
"
—
HN 0
)
0
o
o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-270710_2_1

clece2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cec(cc4)Cl)COCCS(=0)(=0)N

RUN1286

-0.79

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1911992_1 4

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cec(ced)COCIC@H](C@H]SCCOCS)0

RUN1703

-0.78

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-68794 1 1

CS(=0)(=0)CCCO[C@]1(CCOc2clce(cc2)Cl)C(=0)Nec3enccac3ccecd

RUNG52

-0.78

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-312850_3 1

C[C@H](C(=0)NCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3encedc3ecccd)[NH+](C)C

RUN407

-0.78

0.41

-92-



sprint-5-stereofix-x11498-dimer-neutral

EN300-42520 1 1

Y
.
\
EN300-6504697 3 1
NN
Z

O
(1] H

o C

EN300-107267_4 1
AN

EN300-10895 2 1

N
2

O/“.
K 4

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-42520_1 1

C[NH+](C)CCCC(=0O)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nec3enccdc3ececd

RUN925

-0.77

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6504697_3_1

RUN892

-0.77

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-107267_4 1

clcee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)CCCO[C@@H]SCCCNC5=0

RUN1670

-0.76

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-10895_2 1

clecc2ce(cl)ence2NC(=0)[C@@]3(CCOc4c3cec(cc4)Cl)COCC(=O)NCCCHN

RUNG90

-0.76

0.31

-93-



sprint-5-stereofix-x11498-dimer-neutral

EN300-1238839 3 1

Y
P/

HN O

/'lo
o o
T} f\/
-~ O

=N
w H
(0]

EN300-48886_2 2
AN\
y/

HN O

O
N
/"00
HN O
(6]

EN300-2977549 4 1
NN

EN300-10397 1 1

NN
Z

HN 0
H
o N
»~ N/\(
N H o o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1238839_3_1

CS(=0)(=0)NCCOCC[C@]1(CCOc2clce(cc2)Cl)C(=0)Nec3enccdc3ccecd

RUN1100

-0.76

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-48886_2_2

CC(=0)N[C@H]1CCCN(C1)C(=0)COCIC@]2(CCOe3c2cc(ce3)ClC(=0)Nedencesedecces

RUN1741

-0.76

0.42

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-2977549 4 1

CNC(=0)COCCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccdc3ceccd

RUNG03

-0.76

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-10397_1_1

clcec2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)NC(=O)CNC(=O)N

RUN1525

-0.76

0.22

-94 -



sprint-5-stereofix-x11498-dimer-neutral

EN300-134855 3_1

ANV
P

HN (¢}

HO HJ'..
\_/
EN300-46832 2 2

NN
2

HN (©]

/'.Oo
H )
o N
(e}
(o]

EN300-110012 2 1

Y
P
\\}N/lu
J~
EN300-364679 2 1
Y
/

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-134855_3 1

cleee2e(cl)encc2NC(=0)[C@@]3(CCOx 1)CCNC(=0)[C@@* l¢]

RUN1258

-0.75

0.47

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-46832_2 2

cleee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)COCC(=0)NC[C@H]5CCOCS

RUNG618

-0.75

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-110012_2 1

CCIC@@H(C(=0INC[C@]1(CCOc2clcc(cc2)CNC(=0; INH+(C)C

RUN1760

-0.75

0.67

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-364679_2_ 1

clece2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)COCCn5cnnn5

RUN1526

-0.74

0.25

-95-



sprint-5-stereofix-x11498-dimer-neutral

EN300-23318 3 3

NN
A

HN O

o loo
0
O >"le ‘ o)
L4 H
0

EN300-19700 4 1
NN

EN300-52467 2 1

NN
2

HN (e}

/lu
ofo
r~ °

HO

EN300-1241327 1 1
Y
C% O
~

O
(0]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-23318_3_3

CIC@@H)(C(=0)N[C@H]1CCS(=0)(=

RUN1348

-0.73

0.46

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-19700 4 1

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

RUN436

-0.73

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-52467 2_1

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

RUN1573

-0.73

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1241327_1 1

clecc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)OCC(=0)NSCCOCCS

RUNS540

-0.73

0.24

-96 -



sprint-5-stereofix-x11498-dimer-neutral

EN300-210553 1 1
NN

EN300-1968342 2 2
NN
Z

=

HN O
OH
\)
~\
/llu
(0]
O

EN300-216673 1 1

AN
/.
HN o \N~N
N
(0]

EN300-19242 1 1
NN
Z

HN O
H
N
X
O O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-210553_1 1

clecc2ce(cl)encc2NC(=0)[C@@]3(CCOc4c3ec(ced)Cl)CC(=0)NSCCC[C@@](C5)(C(=0)N)O

RUN1490

-0.72

0.46

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1968342_2 2

clecc2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)COC[C@H](CF)O

RUNS07

-0.72

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-216673_1_1

Cnlc(cnn1)CO[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nc4cncc5cdccees

RUNS564

-0.71

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-19242_1 1

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

RUN1780

-0.71

0.26

-97-



sprint-5-stereofix-x11498-dimer-neutral

EN300-72730 1 2

AN
Z

EN300-120282 4 1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-72730_1 2

C[C@H](C#N)C(=0O)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3cnccac3ceecd

RUN1261

-0.71

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-120282_4 1

Cnlcc(nn1)COCCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedence5eaccees

RUN356

-0.70

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-67573_ 2 1

clece2e(c1)ence2NC(=0)[C@@13(CCOc4c3cce(ced)C)COCC(=0)NC5ECCOCCS

RUNG626

-0.70

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-98648_4_2

CN1CC[C@H](C1=0)OCCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Neacnece5edceees

RUN1686

-0.69

0.29

-08 -



sprint-5-stereofix-x11498-dimer-neutral

EN300-6472847 2 1

ANV
Z

H.N HN o

o
s

EN300-2008120 2 1
NN

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6472847 2 1

clccc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CCC(=0)NCSCN(C5)C(=0)N

RUNG663

-0.69

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-2008120 2 1

CIC@HI1[C@H](CCNIC(=0)CC[C@]2(CCOX 1)C(=0) o

RUN1107

-0.67

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-52768_1 2

CCCS(=0)(=0)[C@H](C)C(=0)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3encedc3ceecd

RUN1772

-0.67

0.54

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-263153_3 1

Cnlce(nn1)C(=0)COCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedence5caccees

RUN719

-0.67

0.31

-99 -



EN300-96886_1_1

sprint-5-stereofix-x11498-dimer-neutral

HN
HO

O

EN300—761618

EN300-17381_1 2

NN

Z

(@]
(@]
)4 ’
°
H:;N ’: o

EN300-05754_3_1

AN

- 100 -

CID: EN300-96886_1_ 1
N
P SMILES: -
o RUN: RUN1410
DDG (kcal/mol) -0.67
dDDG (kcal/mol) 0.33
—1—1 CID: EN300-761618 1 1
SMILES: Cloce26(c1)ence2NC(=0){C@@I3(CCOcAcake(cc4)CIOCC(=ONcSccenns
N—N RUN: RUN1607
DDG (kcal/mol) -0.67
dDDG (kcal/mol) 0.19
CID: EN300-17381_1 2
SMILES: [C@HI(C(=0IN)O[C@IL(CCOC2e1cc(ce2)C)C(=0)Nc3encedcdceeed
RUN: RUNS817
DDG (kcal/mol) -0.67
dDDG (kcal/mol) 0.21
CID: EN300-05754_3_1
SMILES: CIC@@HIC(-OINLCCOCCIIOCCIC@IZ(CCO )0
RUN: RUN956
DDG (kcal/mol) -0.66
dDDG (kcal/mol)

0.41




sprint-5-stereofix-x11498-dimer-neutral

EN300-1915260 2 1

NN
Z

HN (©]

/'.Oo

o
e b (o]

EN300-21258 4_1
NN
Z

HN O
HO\\\
(0]
\\/llu

EN300-7375395 2 1
NN

EN300-316216 1 1

AN
2

&

N

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1915260 2 1

COC[C@@H](COC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3encc4c3ccecd)O

RUN934

-0.65

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-21258 4 1

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

RUNS63

-0.65

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7375395_2 1

CC[C@@H](C(=0)N)NC(=0)CC[C@]1(CCOc2clce(cc2)Cl)C(=0)Nc3enccde3ecced

RUN1083

-0.65

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-316216_1_1

clcce2e(c1)ence2NC(=0)[C@ @]3(CCOc4c3cc(ced)CNC(=0)CCCn5enen5

RUN1748

-0.64

0.38

- 101 -



sprint-5-stereofix-x11498-dimer-neutral

EN300-1715993 2 1
ANV
Z

HN O

‘ N
N§N/ 1 /llu
(6]

EN300-1706036_2 1

EN300-202757_3_2

Y
b
HN o
/l .
o
o

HzN

EN300-633533_3 1

NN
/
HN o)
N
O '..o
< o
vy ""/ o
o)

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1715993 2 1

clecc2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)COCCn5cenn5

RUN1550

-0.64

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1706036_2_1

clece2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cec(ced)CCOCIC@@H]SC(=0)NCCOS

RUN1022

-0.64

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-202757_3_2

C[C@H](CC(=0)N)C(=0)NCC[C@]1(CCOc2c1ce(cc2)Cl)C(=0)Ne3encedc3ceeed

RUN1761

-0.64

0.49

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-633533_3 1

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

RUN781

-0.64

0.47

- 102 -



sprint-5-stereofix-x11498-dimer-neutral

DAR-DIA-0d514e7d-15 1

NN
g

HN (¢]
’,,
B
-
12

EN300-1253122 2 1

NN
Z
HN o

W\

EN300-221518 2 1

HN (@]
/'llo
/\/\O
HO o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-15_1

CIC@H]1CO @@H]1C(=0,

RUN263

-0.63

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1253122_2 1

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

RUN1446

-0.63

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

BEN-DND-c852c98b-1_1

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

RUN25

-0.61

0.04

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-221518_2_ 1

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

RUNB831

-0.61

0.23

- 103 -



sprint-5-stereofix-x11498-dimer-neutral

EN300-37195 1 2

Nive

NN
— 0
HN 0
/ :o
o)
%

EN300-48902 2 2
AN\
y

ZT

HN 0
o
N
/llu
o
0 "H 0

EN300-1241327 2 1

NN
Z

Wi d
X

EN300-211482_4 2
NN

\
o]
IZ\

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-37195_1 2

cleee2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)OCC(=0)N[C@H]SCCCCNC5=0

RUN1232

-0.61

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-48902_2 2

CNC(=0)[C@H]1CCCN1C(=0)COC[C@]2(CCO 1)C(=0

RUN729

-0.60

0.43

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1241327_2 1

clece2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)COCC(=0)NSCCOCCS

RUN411

-0.60

0.42

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-211482_4 2

C[C@H](C(=0)NC)OCCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3encecdc3ceccd

RUN364

-0.59

0.29

- 104 -



sprint-5-stereofix-x11498-dimer-neutral

EN300-222145 1 1
NN
Z

HN o

H
N §
J XT]
@) N
H o}

EN300-01527 3 1

AN

EN300-52768_1 1

NN
2

HN (0]
H
N
(0]
K3
\J o
5 ) |

EN300-259062_1 2

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-222145_1 1

clece2ce(cl)encc2NC(=0)[C@@]3(CCOc4c3ec(ce4)CINC(=0)[C@H]SCNC(=0)NS

RUN1557

-0.59

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-01527_3_1

cleec2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)CCOCC(=0)NC[C@@H]5CCCO5

RUN1020

-0.59

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-52768_1_1

CCCS(=0)(=0)[C@@H](C)C(=0)N[C@]1(CCOc2c1cc(cc2)Cl)C(=0)Ne3enceac3ccecd

RUN1612

-0.56

0.46

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-259062_1 2

CNC(=0)C[C@]1(CCCN(C1)C(=0)C[C@]2(CCO 1)C(=0) o

RUN1058

-0.56

0.34

- 105 -



sprint-5-stereofix-x11498-dimer-neutral

EN300-17184 2 1

NN
2
HN o

oo

H O/

N

~ O
/‘/ >

EN300-1600517 1 2
NN
Z

HN O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-17184 2 1

C=CCNC(=0)COC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3encc4ac3ccecd

RUN315

-0.56

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-22880_1 1

cleec2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)OCC(=0)NSCCC[C@@H](C5)C(=0)N

RUN1759

-0.55

0.50

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1600517_1_2

clcec2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)OC[C@H](CO)F

RUN1208

-0.54

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1911992_4 4

clece2c(c1)ence2NC(=0)[C@@]3(CCOcAc3ec(ced)C)CCCOCIC@HI(C@HISCCOCS)0

RUN903

-0.53

0.39
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sprint-5-stereofix-x11498-dimer-neutral

EN300-305282 3 2

Y
5
HN o
\

O
H [ITH
N‘/
o O
O

\
ADA-UCB-dc2b944c-16_1

ANV
~Z

HN; ;o
O

EN300-14458 4 2

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-305282_3 2

COC[C@H](C(=0)NCC[C@]1(CCOc2clce(cc2)Cl)C(=0)Ne3encedc3ecec4)OC

RUN1506

-0.53

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ADA-UCB-dc2b944c-16_1

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

RUN43

-0.53

0.10

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-14458 4 2

C[C@H](C(=0)N(C)C)OCCC[C@]1(CCOc2c1ce(cc2)Cl)C(=0)Ne3encedc3cceed

RUN316

-0.52

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-251396_1_1

clcce2c(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)CC(=0)N5SCCC[C@@](C5)(CO)O

RUN431

-0.52

0.39

- 107 -



sprint-5-stereofix-x11498-dimer-neutral

EN300-120586 2 1

A NY
2

HN

/lu

F H o
)\/N
- 0

EN300-861925 1 1

ANV
Z

HN O
(@]
/\,/
HO >
F (@]

EN300-82539 1 2

NN
y/

HN O

=

HN (@]

——

NN

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-120586_2_1

clcec2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)COCC(=0)NCC(F)F

RUN371

-0.52

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-861925 1 1

clcec2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cec(cc4)Cl)O[C@@H](CO)F

RUN1711

-0.51

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-82539 1 2

CCOC(=0)C[C@H](CO[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enceac3ceecd)O

RUN960

-0.50

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7355737_1 1

Cnlcc(c(n1)CO[C@]2(CCO 1)C(=0

0)(=O)N

RUN1400

-0.50

0.29

- 108 -



sprint-5-stereofix-x11498-dimer-neutral

EN300-185378 2 2
ANV
~Z

HN O
OH
\t /llu
(0]
(6]

EN300-103144 2 1

NN
Z

HN (©]

\ (@]
/'.Oo
N
H
O
OH

EN300-203293 2 2
AN\

EN300-154201 2 2

AN
2

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-185378_2_2

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

RUNB846

-0.47

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-103144 2 1

CSCC[C@@H](C(=0)NC[C@]1(CCOc2c1cc(cc2)Cl)C(=0)Nc3encedc3ceecd)O

RUN770

-0.47

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-203293 2 2

clcee2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)COC[C@H]SCNC(=0)05

RUN1637

-0.47

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-154201_2 2

cleee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)CCC(=0)NSCCOC[C@H]5CO

RUN1235

-0.47

0.28

- 109 -



sprint-5-stereofix-x11498-dimer-neutral

EDJ-MED-e4b030d8-13_1

NN
Z
HN o
0

/iﬂl“

EN300-25735 1 1

EN300-175186 2 2

AN
Z

HN (@]

".
} / y
(6]

EN300-11300 4 1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-e4b030d8-13_1

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

RUN8

-0.47

0.11

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-25735_1 1

Cclc(c(=0)[nH]c(=0)[NH]1)CCC(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedence5caceees

RUN290

-0.46

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-175186_2_2

C[C@H](CO)OC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3encedc3ceccd

RUN1390

-0.46

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-11300 4 1

cleee2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)CCCOCC5ec(=0)[nH]e(=0)[nH]5

RUN1311

-0.46

0.39

- 110 -



sprint-5-stereofix-x11498-dimer-neutral
EN300-7003350 2 1

CID: EN300-7003350 2 1
NN
/ SM I L ES CCNC(=0)COC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccdc3ceccd
HN ° RUN: RUN958
/'m DDG (kcal/mol): -0.46
~
N
— y © dDDG (kcal/mol): 0.26
EN300-48902_1_1 CID: EN300-48902_1 1
AN
/ S M I L ES: CNC(=0)[C@@H]1CCCN1C(=0)CO[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Ncdcnce5edccees
HN O N (@]
é RUN: RUN365
HN
J ° N
DDG (kcal/mol): -0.46
o)
dDDG (kcal/mol): 0.27
EN300-223741_3_1 CID: EN300-223741_3 1
AN
/ SM I L ES: clcee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CCNC(=0)C5(CC5)S(=0)(=0)N
HN ° RUN: RUN1346
o
/7%
HN'e- 520 laa, DDG (kcal/mol): -0.45
o/ ( )
; «O © dDDG (kcal/mol): 0.38
EN300-14458_1_2 CID: EN300-14458 1 2
NN
/ SMILES: C[C@H](C(=0)N(C)C)O[C@]1(CCOc2¢1ce(ce2)Cl)C(=0)Ne3encedcdeceed
HN o RUN: RUN1384
O»\/o DDG (kcal/mol): -0.45
~~\ >
\ > o) dDDG (kcal/mol):
-111 -

0.19




sprint-5-stereofix-x11498-dimer-neutral

EN300-154201 1 2

AN
Z
2 U
ate
EN300-7457160_1_1
NN 0
S HO

EN300-48902 2 1
AN\
y

HN (@]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-154201_1 2

cleec2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ced)Cl)CC(=0)NSCCOC[C@H]5CO

RUN1194

-0.44

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-7457160_1 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOcAc3ce(ce4)COCCE=NO[C@@H](C5)CCH(COCE)0

RUN1496

-0.44

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-48902_2 1

CNC(=0)[C@@H]1CCCN1C(=0)COC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedence5eaccecs

RUNG97

-0.44

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-139167_4 1

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

RUNS08

-0.43

0.45

-112 -



sprint-5-stereofix-x11498-dimer-neutral

DAR-DIA-0d514e7d-1_1

NN
Z

HN O

EN300-05754 2 2

NN
P/

o8

EN300-25572 1 1

9 o
—~

(@]
(0]

EN300-6736851_2 1

NN
HO Z
y HN
HO
o7

H )\/'llo
O
O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0d514e7d-1_1

C[C@H]1COc2c(cc(cc20C)Cl[C@@H]1C(=0)Nc3enccac3ccccd

RUNT79

-0.43

0.13

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-05754_2 2

C[C@H](C(=0)N1CCOCC1)OC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Neacnce5eaccees

RUN1757

-0.42

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-25572_1 1

C[C@@H]1CN(CCO1)C(=0)CO[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedcnee5edccecs

RUNS72

-0.41

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6736851 2 1

CCC(=ONIC HI60)O

RUN1099

-0.40

0.35

- 113 -



sprint-5-stereofix-x11498-dimer-neutral

EN300-3451857 1 1
NN

Iz

EN300-19542 1 1
NN
Z

HN (@)
H
HN
HO
(@) (@)

EN300-23129 3 1

NN

N N
!
EN300-13287 1 1
NN
5

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-3451857_1 1

clcee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)CIINC(=0)C[C@@H]5CCC(=0)NC5=0

RUN1085

-0.39

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-19542_1 1

C[C@@H](C(=O)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3enccac3ccecd)O

RUN1213

-0.38

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-23129 3 1

CC(=0)NCCNC(=0)COCC[C@]1(CCOc2c1ec(ce2)Cl)C(=0)Ne3encedc3ooeed

RUN1316

-0.38

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-13287 1 1

clccc2e(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ced)CINC(=0)Cn5cec(=0)[NH]c5=0

RUNG601

-0.38

0.30

- 114 -



sprint-5-stereofix-x11498-dimer-neutral

EN300-35592 1 1

A \ HaN
2 N l o
HN 0 \
d o

EDJ-MED-e4b030d8-3_1

EN300-05512 3 1

NN
A

HN O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-35592_1 1

Cnlcc(cc1C(=0)N)C(=0)CO[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedence5caccees

RUN1016

-0.37

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-e4b030d8-3_1

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

RUN22

-0.37

0.10

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-05512_3_1

C(=0)NIC@@HISCCS(=0)(=0)C5

RUN1196

-0.36

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-13890 2 2

clece2e(cl)ence2NC(=0)[C@@13(CCOc4c3cc(ced)CICNC(=0)CS[C@H]SCCS(=0)(=0)C5

RUN1313

-0.36

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

EN300-19700 4 1
NN

EN300-11195 4 1
NN
Z

...."“\//

EN300-263601 2 1
AN

D

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-19700 4 1

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

RUN420

-0.36

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-11195 4 1

cleee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CCCOCC(=0)NSCCCs

RUN1255

-0.35

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-263601_2_1

COC[C@H]1CIC@H](CN1C(=0)CCIC@]2(CCO! )C(=0 o}

RUN1698

-0.35

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1706036_4_2

cleee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)CCCOC[C@H]5C(=0)NCCO5

RUN1407

-0.34

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

BEN-DND-c852c98b-6_1

O:)N
Z

o)

/l\ HN o
F F

EN300-211482 4 1

EN300-154693 1 1

NN
s

HN O
H
N
(0]
o O
—
H

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

BEN-DND-c852c98b-6_1

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

RUNS3

-0.34

0.07

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-211482_4 1

C[C@@H](C(=0)NC)OCCC[C@]1(CCOc2c1cc(cc2)Cl)C(=0)Ne3enceac3ccecd

RUN1023

-0.33

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-25572_4 1

C[C@@H]1CN(CCO1)C(=0)COCCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedenceseaceees

RUN999

-0.33

0.38

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-154693 1 _1

CNC(=0)CCCCC(=0O)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3enceac3ececd

RUN1021

-0.33

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

EN300-306495 3 1
AN
s

HN (0]

H\/“"
N{* \
EN300-65839 2 2
Y
Z

HN O

O

HZN\{ /lu.
-/

EN300-360157_1_1
AN
Z

HN o
H
N
o
on © 0o

EN300-257790_1 1
ANV
Z

HN O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-306495_3 1

C[C@@H](C(=0)NCC[C@]1(CCOc2c1ce(cc)Cl)C(=0; INH+I(C)C

RUN287

-0.32

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-65839_2_2

CC[C@H](C(=0)N)OC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3enceac3eeeed

RUN926

-0.32

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-360157_1 1

cleec2c(cl)encc2NC(=0)[C@@]3(CCOc4c3ec(ce4)CNC(=0)C[C@@]5(CCOCSE)0

RUN766

-0.32

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-257790_1 1

CCC(=0)N1CCN(C1)C(=0)C[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedcncesedceees

RUN1625

-0.31

0.27

- 118 -



sprint-5-stereofix-x11498-dimer-neutral

EN300-1708620 1 1

NN
=
HN (@]
H
N
\ - "(
HN* (@] O

EN300-365281 1 1

NN
b

HN (0]
N loo
h N‘(
<t
OH

ALP-POS-d3acb8cc-1 1
NN
=

HN o

EN300-211482 2 2

NN
Z

H%/"EQ
/™ d

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1708620_1 1

C[NH+](C)CCSCC(=0)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3encedc3ceecd

RUN1101

-0.31

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-365281_1_1

4c300(cod)CI)CC( @@H]5CO

RUN311

-0.30

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-d3ach8cc-1_1

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

RUN23

-0.30

0.10

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-211482_2 2

C[C@H](C(=0)NC)OC[C@]1(CCOc2clce(cc2)Cl)C(=0)Nec3enccdc3ceecd

RUN1534

-0.29

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

DAR-DIA-6a508060-10_2

RN
~Z
HN O
ottl

EN300-6494158 4 3
AN\

EN300-31969 2 2

NN
5

HN (e}

s‘\\\ OH

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-6a508060-10_2

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

RUN9

-0.29

0.12

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6494158_4 3

cleec2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)CCCOCIC@@H]5C[C@H](CO5)CO

RUN792

-0.29

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-31969 2 2

cleac2e(e1)ence2NC(=0)[C@@]3(CCOeAc3ce(ccd)C)CNC(=0)[C@H]SCC(=0IN(C5)CTECCE

RUN708

-0.29

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-6762327_2_2

clcce2c(cl)encc2NC(=0)[C@ @]3(CCOc4c3cc(ccd)Cl)CNC(=0)[C@H](Cc5ceeen5)0

RUN1137

-0.29

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

EN300-02015 4 1

NN o =

EN300-14458 3 1
AN
s

HN (©]

0 o /'.Oo
\N»\( ?

\
EN300-13499 1 1

AN
s

HN (¢]
H
N
H
N\/\/\«o !
HzNh«

(0]

EN300-47657_2_1
NN
~Z \N-’

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-02015_4_1

COCCNC(=0)COCCC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3ence4c3ececd

RUN1646

-0.28

0.39

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-14458 3_1

C[C@@H](C(=0)N(C)C)OCC[C@]1(CCOc2clce(cc2)Cl)C(=0)Ne3encedc3ceced

RUN1524

-0.28

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-13499 1 1

clcee2e(c1)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)CI)NC(=0)CCCCNC(=0)N

RUN720

-0.27

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-47657_2_1

C[C@@H](C(=O)N(C)C)NC(=0)COC[C@]1(CCOc2clce(cc2)Cl)C(=0)Ne3encede3ecced

RUNS30

-0.26

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

EN300-365993 1 4

NN
/
0 HN o
(1)
- H
o= R

[ITH
N
(0] (0]

EN300-65978 2 1

NN
2

HN (©]

o OJ"o
~ ;

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-365993_1 4

(= (0)(=0)CIC@HI6CS

RUN842

-0.25

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-65978_2_1

Cnlcc(en1)CN(C)C(=0)COCIC@]2(CCOc3c2cc(ce3)CIC(=0)Nedence5edceees

RUN1310

-0.24

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-307336_2_4

C[C@]1(C[C@H](CN1C(=0)CC[C@]2(CCO! 1)C(=0; 0)CO

RUN304

-0.24

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-04492 3 1

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

RUN1651

-0.23

0.32

-122 -



sprint-5-stereofix-x11498-dimer-neutral

BEN-DND-c852c98b-5_1

AN
o)
[\ ./
R\
o HN o)

MAT-POS-8a69d52e-1 4

NN
~Z
EN300-62449 1 1

NN
P

HN 0
H
N
H
N\/\«
O\« © ©
0

EN300-10895 4 1

"."“\’/

o/
/ (e}

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

BEN-DND-c852c98b-5_1

CS(=0)(=0)clccc2ence(c2c1)NC(=0)[C@@H]3CCOc4c3cc(ccd)Cl

RUNS4

-0.22

0.08

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-8a69d52e-1_4

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

RUN21

-0.22

0.09

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-62449 1 1

clccc2e(cl)encc2NC(=0)[C@ @]3(CCOc4c3cc(ccd)ClINC(=0)CCNC(=0)C5CCC5

RUN314

-0.21

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-10895_4_1

clecc2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ce4)Cl)CCCOCC(=0)NCCCHN

RUN1766

-0.21

0.47
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sprint-5-stereofix-x11498-dimer-neutral

EN300-223964 3_1

NN
Z

HN (©]

— NH* H\/'..o

\SL« °

(e}

EN300-333677_1 1
NN
Z

HN o

AN
5

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-223964 3 1

CC[C@@H](C(=0)NCC[C@]1(CCOc2c1ce(cc2)Cl)C(=0)Ne3enccac3cceed)[NH+|(C)C

RUNS90

-0.21

0.46

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-333677_1 1

RUNS50

-0.20

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1915260_4 1

COC[C@@H](COCCC[C@]1(CCOc2clce(cc2)Cl)C(=0)Ne3encedc3ececd)O

RUN714

-0.20

0.41

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-717233_2_1

RUN1754

-0.20

0.47
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sprint-5-stereofix-x11498-dimer-neutral

ALP-POS-696356e4-1_1

J@f}“

=

F
HN 0
5@

EN300-17381 2 1

EN300-04492 2 1
NN
Z

HN O

/lu

H (0]
N
O
O O

/

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-696356e4-1_1

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

RUN20

-0.19

0.04

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-17381 2 1

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

RUNB878

-0.19

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-248521_2 3

RUN296

-0.18

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-04492_2_1

COCCCNC(=0)COC[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3enccdc3ceccd

RUN1398

-0.17

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

EN300-1600517 2 1

Ld
HO >
E

DAR-DIA-23e5a6a0-6 1

AN
o

HN o

’,

EN300-393148 4 2

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1600517_2_1

cleec2c(cl)encc2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)COC[C@@H](CO)F

RUN1262

-0.17

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-23e5a6a0-6_1

clecc2c(c1)encc2NC(=0)[C@@H]3CCO [C@@H]5CCCB(INH2+]5)CCCE)CI

RUN132

-0.16

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-393148 4 2

CIN@@]1[C@H](CCS1(=0)=0)COCCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedenee5edceecs

RUN745

-0.16

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1253178 2 1

clcec2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)COCC(=0)NC5CC5

RUN1094

-0.16

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

EN300-05512_3 2

NN
A

HN O

o ll.o
»\/O
o >‘"N ©
L4 H
o

EN300-1238839 2 1

NN

~Z

HN 0
o N
./ loe
oL

DAR-DIA-6a508060-3 1

ANV
Z

HN (0]

EN300-1708620 1 1
Y
Z

HN (0]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-05512_3_2

clece2c(c1)ence2NC(=0)[C@@]3(CCOcAc3ee(ced)C)CCOCC(=0)N[C@HISCCS(=0)(=0)C5

RUN1276

-0.16

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1238839_2 1

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

RUN283

-0.16

0.39

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-6a508060-3_1

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

RUN26

-0.15

0.05

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1708620_1 1

C[NH+](C)CCSCC(=0)N[C@]1(CCOc2clcc(cc2)Cl)C(=0)Nc3encedc3ceecd

RUN1109

-0.14

0.39
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sprint-5-stereofix-x11498-dimer-neutral

EN300-1273362_4 1

AN
Z

HN O
(0]
N \\/'l.o
o (0]

EN300-649743 2 1

N
~

-

"\Z

N

z

EDJ-MED-e4b030d8-8_1

NN
Z

HN o

EN300-705381 1 1
NN
s

/O

HN (o]
K ]
X
H N/
N H
N
‘ (o)

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1273362_4 1

C[C@@]1(CN(C1=0)C)COCCCIC@]2(CCOc3c2ce(ced)ClC(=0)Nedencesedccoes

RUN1471

-0.14

0.46

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-649743_2_1

C[C@H](C(=O)NC[C@]1(CCOc2clce(cc2)Cl)C(=0)Nc3encede3cceed)NC(=0)CnSennns

RUN1161

-0.13

0.41

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-e4b030d8-8_1

Cclc(cec2cl[C@@H](CCO2)C(=0)Nc3cnccdc3ceccd)Cl

RUN44

-0.13

0.07

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-705381_1_1

COC[C@H]1C[C@H]1C(=0)N[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedence5eaccees

RUN1692

-0.13

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

EN300-2723070 1 _3

NN
P/
HN 0
/
— NH* o

EN300-104493 2 2
N

=

HO

ALP-POS-d3acb8cc-4 1

NN
Z

HN o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-2723070_1_3

C[NH+](C)[C@@H]1COC[C@H]10[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nedencesedccecs

RUN1336

-0.13

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-224741 1 1

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

RUN1125

-0.12

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-104493_2 2

RUN1339

-0.12

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-d3acb8cc-4_1

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

RUNSS8

-0.12

0.05
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sprint-5-stereofix-x11498-dimer-neutral

EN300-113112_4 1
Y

EN300-95639 1 3

NN
2

HN (@]
HO
HO
\llu Urn
N
o (0]

EN300-343103 3 1
AN\
Z

HN O

o

H o\/"“
LN~ )

MAT-POS-8a69d52e-1_3

NN
Z

HN o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-113112_4 1

Cnlcnnc1COCCC[C@]2(CCOc3c2cc(ce3)Cl)C(=0)Nc4cnec5cdccees

RUN824

-0.12

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-95639_1_3

RUN447

-0.12

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-343103_3 1

clece2c(c1)ence2NC(=0)[C@@]3(CCOcAc3ee(ced)Cl)CCOCES[NH]C(=0)c6e(n5)CCOCE

RUN1779

-0.12

0.56

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-8a69d52e-1_3

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

RUNS37

-0.12

0.04
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sprint-5-stereofix-x11498-dimer-neutral

EN300-102007_1 2

NN

2

HN O
ﬂ«E@

HO

EN300-114134 1 1

Y
P/

O .
HN o] N
1)
/J )

o}

EN300-20284 2 1

+\\OH

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-102007_1_2

cleec2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)Cl)CC(=0)NSCCO[C@H](C5)CCO

RUNG93

-0.10

0.44

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-114134 1 1

cleee2c(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(cc4)C)OCCIN@]5CCCS5(=0)=0

RUNB856

-0.09

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-20284 2 1

clcee2e(c1)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)ICCC(=0)NSCCC[C@@H](C5)0

RUN796

-0.09

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-68882_2_1

CC1(C(=0)NCCN1C(=0)CC[C@]2(CCO 1)C(=0;

RUN804

-0.09

0.35
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BEN-DND-c852c98b-2_1

sprint-5-stereofix-x11498-dimer-neutral

BEN-DND-c852¢98b-2_1 .
Y
/ SM I L ES clec2ence(c2cc10C(F)(F)F)NC(=0)[C@@H]3CCOc4c3cc(cc4)Cl
0
= _I_ F HN 0 RUN: RUNG61
F
DDG (kcal/mol): -0.08
o dDDG (kcal/mol): 0.07
EN300_02067—1—2 CID: EN300-02067_1 2
NN
/ SM I L ES C[C@H](COC)NC(=0)CO[C@]1(CCOc2clcc(cc2)Cl)C(=0)Ne3enceac3ecced
HN (¢} RUN: RUN1192
0
o)
<
\’( s DDG (kcal/mol): -0.08
N
\ N ’\, o
\ dDDG (kcal/mol): 0.24
EN300_183231—4—1 CID: EN300-183231 4 1
Y
/ SM I L ES: clece2c(c1)encc2NC(=0)[C@@]3(CCOc4c3ec(ced)Cl)CCCOCCe5n[n-Inns
H
Ne=N
,/ p HN 0 RUN: RUN1782
N
~
o\\/". DDG (kcal/mol): -0.07
0 dDDG (kcal/mol): 0.57
EN300'37195_2_1 CID: EN300-37195 2 1
Y
/ NH SM I L ES clecc2c(cl)ence2NC(=0)[C@@13(CCOc4e3cec(ced)Cl)COCC(=0)N[C@@H]SCCCCNC5=0
HN 0 o) ’\T: \20 RUN: RUN443
H
o] DDG (kcal/mol): -0.06
dDDG (kcal/mol): 0.30
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sprint-5-stereofix-x11498-dimer-neutral

EN300-102988 1 1
NN
Z

HN O

EN300-1425608_1 1
AN\
Z

OH HN (@]

’:,.
ITH
N
HO /\\\"
(0] (@]

EDJ-MED-e4b030d8-2_1

NN
Z

HN o

. L)
\\ o

EN300-1265949 3 1

NN

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-102988 1 1

CCOC(=0)C[C@H](CO[C@]1(CCOc2c1cc(cc2)Cl)C(=0)Ne3enceac3ceecd)O

RUN968

-0.06

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1425608_1 1

RUN375

-0.05

0.38

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-e4b030d8-2_1

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

RUNS36

-0.05

0.05

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EN300-1265949_3 1

clc@@Hi(cl )=

RUN1188

-0.05

0.43
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sprint-5-stereofix-x11498-dimer-neutral

ADA-UCB-dc2b944c-12_1 o
N\ SMILES:
P
RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ADA-UCB-dc2b944c-12_1

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

RUNG64

-0.03

0.08

EN300-216063_4_1 .
Y
P SMILES:

HN

0 N/
o j— \ RUN:

uunl\\//
DDG (kcal/mol):

dDDG (kcal/mol):

EN300-216063_4 1

CN(C)C(=0)COCCC[C@]1(CCOc2clce(cc2)Cl)C(=0)Ne3enceac3ececd

RUNG35

-0.02

0.32
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