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sprint-11A-P1800_OA-dimer-charged-unrestrained

(0]

LUO-POS-8484f2d

-NH ; t

VLA-UNK-6

1877630-9_1

x

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-468565e0-2_1

RUN999

-4.78

0.66

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LUO-POS-8484f2d3-1_1

)S(=0)(=

RUN995

-4.23

0.62

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-61877630-9_1

RUN968

-3.55

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-9f4ac58c-3_1

RUN997

-3.52

0.48

-1-



sprint-11A-P1800_OA-dimer-charged-unrestrained

EDJ-MED-9f4ac58c-7_1

o
oY)
- > ||
oW
o

EDJ-MED-9f4ac58c-6 1

o

EDJ-MED-9f4ac58c-5 1

3

: Qeo
J.O\

z

o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-9f4ac58c-7_1

RUN985

-3.50

0.43

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-be048f2c-7_1

cleec2c(c1)encc2N3CC[C@@]4(C3=0)CN(Ce5edcc(ce5)Cl)C(=0)c6ecnn6C7CCT

RUN918

-3.26

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-9f4ac58c-6_1

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

RUNB885

-3.20

0.38

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-9f4ac58c-5_1

COC1(CC1)CS(=0)(=0)N2C[C@]3(CCN(C3=0)c4cnce5cdcce(c5)Cl)ceec(ccc6C2=0)Cl

RUN934

-3.12

0.34

2.



sprint-11A-P1800_OA-dimer-charged-unrestrained

MAT-POS-38eb6498-1_1

]

— NH \N
\ Nt—
e

EDJ-MED-cc48ee33-3 1

<
. : . .&O

7 S

—
N

EDJ-MED-7d88f880-3 2

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-38eb6498-1_1

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

RUN990

-2.94

0.63

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-cc48ee33-3_1

Cnlc(cen1)C(=0)N2Cc3ccc(cc3[C@]4(C2)CCN(C4=0)c5enccée5ecec6)Cl

RUNB836

-2.87

0.10

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-7d88f880-3_2

CIs@)(=N)(=0)c1cceze(c1) O)CN(C )S(=0)(=

RUN983

-2.87

0.59

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-9f4ac58c-8_1

RUN977

-2.80

0.46

-3-



sprint-11A-P1800_OA-dimer-charged-unrestrained

EDJ-MED-al2e3a20-2_1

e

o o

(@]
W
N
© ;\
o NH

SMILES:

RUN:

"rz

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

EDJ-MED-al2e3a20-2_1

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

RUN802

-2.76

0.12

MAT-POS-853c0ffa-11 1

<5

o

&
N "?
A
"%
[e]
—
——3\

SMILES:

z

RUN:

o

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

MAT-POS-853c0ffa-11_1

RUN973

-2.67

0.38

EDJ-MED-9f4ac58c-2_1

SMILES:

,
[25

RUN:

.,& o

O
—
%N

(\J

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

EDJ-MED-9f4ac58c-2_1

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

RUNB888

-2.63

0.44

MAT-POS-be048f2c-5 1

\} SMILES:
RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

MAT-POS-be048f2c-5_1

CCnlc(cen1)C(=0)N2C

@]4(C2)CCN(C4=0

RUNB887

-2.54

0.17

-4 -



sprint-11A-P1800_OA-dimer-charged-unrestrained

DAR-DIA-0f7b7¢cd9-9 1

W\

S—

N

\‘g ¢}

U
W

O

MAT-POS-be048f2c-8 1

o

Ne
*
o o
—
- N

MAT-P0OS-853c0ffa-10 1

—NH \N
\ Nt‘
RS

0]

%O\

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0f7b7cd9-9_1

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

RUN707

-2.50

0.07

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-be048f2c-8_1

CCCnlc(cen1)C(=0)N2C

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

RUN910

-2.47

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-9f4ac58c-1_1

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

RUN929

-2.44

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-853c0ffa-10_1

RUN992

-2.43

0.46

-5-



MAT-POS-be048f2c-6_1

EDJ-MED-al2e3a20-1_1

MAT-POS-40ad851a-4_1
\,

@S

sprint-11A-P1800_OA-dimer-charged-unrestrained

)

N

A

e

RS
‘.
N 'o
' ”
66
o]
—

z

(3

N

N

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-be048f2c-6_1

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

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

RUN935

-2.24

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-6af7266d-3_1

clecc2c(cl)encc2N3CC[C@@]4(C3=0)CN(C(=0)c5c4cc(cc5)Cl)Ceénnesé

RUNB8O06

-2.22

0.11

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-al2e3a20-1_1

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

RUN913

-2.20

0.39

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-40ad851a-4 1

RUN994

-2.16

0.69
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sprint-11A-P1800_OA-dimer-charged-unrestrained

EDJ-MED-cc48ee33-7_1

EDJ-MED-b6c6ee2b-5 1

= NH* \
\ S—

&
MAT-POS-50a80394-6_2
e

l
¢} NH

PET-UNK-6af7266d-1_1

N
NH

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-cc48ee33-7_1

Cnlc(cen1)CN2C[C@]3(CCN(C3=0)c4cncc5cdccee5)cbec(ccc6C2=0)Cl

RUN820

-2.13

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-b6c6ee2b-5_1

CNC(=0)CN1C[C@]2(CCN(C2=0 OCC[NH+](C)C) 1=0)C|

RUN984

-2.11

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-50a80394-6_2

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

RUNBS853

-2.08

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-6af7266d-1_1

clecc2c(cl)encc2N3CC[C@@]4(C3=0)CN(C(=0)c5c4cc(cc5)Cl)Cebnnesé

RUNBS805

-2.06

0.10

-7-



sprint-11A-P1800_OA-dimer-charged-unrestrained

EDJ-MED-cc48ee33-5 1

MAT-P0OS-853c0ffa-19 1

-— NH* ; \:N
\ S—

EDJ-MED-7e491f08-1 1

A

N
/
N
A,

MAT-POS-40ad851a-1 2

’

E)’ \

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-cc48ee33-5_1

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

RUN884

-2.04

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-853c0ffa-19_1

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

RUN987

-2.04

0.44

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-7e491f08-1_1

RUN947

-2.02

0.48

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-40ad851a-1_2

RUN1000

-1.98

0.70

-8-



sprint-11A-P1800_OA-dimer-charged-unrestrained

MAT-POS-38eb6498-4 1

_ Q}
\ . =
: Q

(@] lilH

MAT-POS-853c0ffa-9 1

- N\H* .%N
\ y =
e

]

EDJ-MED-7d88f880-3 1

2
L) ,
HN

\N

—

N
.¥o
‘0
o
Ne 2

s
o O

L3

L

ALP-POS-ecbed2ba-5 1

q \fN

N

X

&
[¢]
N' L2
¢
o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-38eb6498-4_1

CNC(=0)CN1C[C@]2(CCN(C2=0

OCC[NH+](C)C) 1=0)C|

RUN978

-1.95

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-853c0ffa-9_1

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

RUN986

-1.94

0.75

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-7d88f880-3_1

RUN979

-1.93

0.57

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ecbed2ba-5 1

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

RUN905

-1.91

0.97

-9-



sprint-11A-P1800_OA-dimer-charged-unrestrained

z
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X
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N
L
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o
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H N
S—
o
L2

bl

VLA-UNK-61877630-3_1

MAT-POS-38eb6498-2_1

N

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-61877630-3_1

CNC(=0)CN1[C@@H]([C@]2(CCN(C2=0)c3cncede3ecced)c5ec(cee5C1=0)ClC(F) (FIF

RUN927

-1.89

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-aa57768f-7_1

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

RUN790

-1.89

0.10

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-50a80394-5_2

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

RUNB828

-1.87

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-38eb6498-2_1

)S(=0)(=

RUN966

-1.86

0.41

-10 -



sprint-11A-P1800_OA-dimer-charged-unrestrained

EDJ-MED-159244ea-1_1

CID:
\ SMILES:
N
S—
X RUN:
I ~“&O DDG (kcal/mol):
\
o dDDG (kcal/mol):

EDJ-MED-159244ea-1_1

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

RUNG82

-1.80

0.05

EDJ-MED-dfald800-2_1

O

NF/ W SMILES:
™ =

RUN:

DDG (kcal/mol):

CID:

EDJ-MED-dfald800-2_1

RUN1012

-1.79

0.30

/NH dDDG (kcal/mol):
MAT-POS-983b399a-1_1 cp.
SMILES:
W
— RUN:
N
D ~“&O DDG (kcal/mol):
A\

o dDDG (kcal/mol):

MAT-POS-983b399a-1_1

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

RUNG691

-1.74

0.05

EDJ-MED-5¢d3920d-4_1

CID:
¢ Y SMILES:
N
.&O RUN:
\\
N DDG (kcal/mol):
[¢]
/N“ dDDG (kcal/mol):

EDJ-MED-5cd3920d-4_1

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

RUN930

-1.73

0.15

-11 -



sprint-11A-P1800_OA-dimer-charged-unrestrained

EDJ-MED-ee81482e-5 1

O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee81482e-5_1

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

RUN1014

-1.70

0.53

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-477dc5b7-4_1

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

RUNG95

-1.67

0.05

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-468565e0-5_1

RUN1009

-1.66

0.52

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-aa57768f-1_1

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

RUN781

-1.65

0.09

-12 -



sprint-11A-P1800_OA-dimer-charged-unrestrained

MAT-POS-853c0ffa-12 1

OH

W\
0 —
y N
HN &
o (o)
W
o)

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-853c0ffa-12_1

)S(=0)(=

RUN976

-1.62

0.39

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-0f7b7cd9-8_1

clecc2c(cl)encc2N3C(=0)[C@@]4(CCOc5c4cc(cc5)Cl)C(=0)S3

RUN716

-1.60

0.08

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-29506327-1_1

clcce2c(c1)ence2N3C(=0)[C@@]4(CCOc5c4cc(ce5)CI)NC3=0

RUNG97

-1.60

0.05

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-14142a25-10_1

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

RUN734

-1.59

0.11

-13 -



sprint-11A-P1800_OA-dimer-charged-unrestrained

EDG-MED-blef7fe3-2_1

E

\

"rz

o o

N
W
N
© ;\
o NH

LUO-POS-9931618f-1 1

z

Q_\}
Ay bt

NH

LUO-POS-8484f2d3-2_1

- N\H* .%N
\ y =
e

]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-blef7fe3-2_1

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

RUN768

-1.58

0.10

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LUO-POS-9931618f-1_1

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

RUN748

-1.58

0.11

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LUO-POS-8484f2d3-2_1

RUN991

-1.57

0.60

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-aa57768f-9_1

C#CCN1C[C@]2(CCN(C2=0)c3cncc4c3ccccd)c5ec(ccc5C1=0)Cl

RUN712

-1.57

0.09

-14 -



sprint-11A-P1800_OA-dimer-charged-unrestrained

EDJ-MED-7e491f08-2_1

EDJ-MED-8bb691af-8_1

@%1

EDJ-MED-ee81482e-1 1

o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-7e491f08-2_1

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

RUN907

-1.54

0.15

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-8bb691af-8_1

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

RUN730

-1.53

0.10

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee81482e-1_1

RUN1015

-1.52

0.42

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-6af7266d-2_1

clcee2e(c1)ence2N3C(=0)C[C@@]4(C3=0)CN(C(=0)c5c4cc(cc5)Cl)Cebnnes6

RUNB840

-1.51

0.12
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EDJ-MED-dfald800-5 1

B

,&o

EDJ-MED-ee81482e-3 1

Y
’ M
HO o

EDJ-MED-fd8ed875-3_1

e

N
,&O

O;(l

O
N
o
¢}

3

NH

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-dfald800-5_1

RUN993

-1.50

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee81482e-3_1

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

RUN1002

-1.48

0.62

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-468565e0-1_1

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

RUN1006

-1.47

0.61

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-fd8ed875-3_1

CNC(=0)CN1C[C@]2(C=CN(C2=0)c3cncc4c3ccecd)csec(ccc5C1=0)Cl

RUN753

-1.47

0.09

-16 -



sprint-11A-P1800_OA-dimer-charged-unrestrained

VLA-UNK-cf7facfl-1_1

W\
0 —
y N
HN &
o (@)
W
o)

PET-UNK-14142a25-1 1

W\

—
N
g&o

L)
\‘

N
© ;\
o NH

EDJ-MED-5¢d3920d-3 1

F—(F :: E \>N

‘&O

\\

MAT-POS-40ad851a-5_1

C

N

—

N

RS
Q
o
N' O»
4
[¢]
- N

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-cf7facfl-1_1

clcece2c(c1)ence2N3C(=0)[C@@]4(CCOc5c4cc(ce5)CI)NC3=0

RUNG99

-1.46

0.05

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-14142a25-1_1

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

RUN732

-1.46

0.11

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-5cd3920d-3_1

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

RUN967

-1.46

0.15

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-40ad851a-5_1

RUN1013

-1.46

0.49

-17 -



sprint-11A-P1800_OA-dimer-charged-unrestrained

LUO-POS-8c3e556a-1 1

<

"rz

3

O
N
o
e}

ALP-POS-ecbed2ba-20 1

—

o

O;(l

\

NH

N

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LUO-POS-8c3e556a-1_1

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

RUN795

-1.45

0.12

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ecbed2ba-20_1

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

RUN788

-1.45

0.65

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ecbed2ba-18 1

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

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

RUN786

-1.43

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-98c0a822-3_1

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

RUNB866

-1.39

0.19

-18 -



sprint-11A-P1800_OA-dimer-charged-unrestrained

ALP-POS-ecbed2ba-10 1

EDJ-MED-dfald800-4 1

;Nr’ '%

F .&O

N

VLA-UCB-34f3edOc-11_1

0 —
yN
HN &
\) (0]

W

W\

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ecbed2ba-10_1

COCICN(C1)S(=0)(=0)IN@]2C:

@]4(C2)CCN(C4=0

RUNB862

-1.39

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-dfald800-4_1

RUN1005

-1.39

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-blef7fe3-3_1

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

RUN773

-1.39

0.11

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-34f3edOc-11_1

clcce2c(c1)ence2N3C(=0)[C@@]4(CCOc5c4cc(ce5)CI)NC3=0

RUNG89

-1.39

0.05

-19 -



sprint-11A-P1800_OA-dimer-charged-unrestrained

EDJ-MED-dfald800-1 1

C) )=

‘&O

[e]
[e]

EDJ-MED-cc48ee33-4 1

N
,&o
@/

Cb
7 S
=/

DAR-DIA-6be260fc-5_1

\

—

LUO-POS-9931618f-2_1

&
Sy

R

=z

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-dfald800-1_1

RUN988

-1.39

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-cc48ee33-4_1

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

RUNB881

-1.38

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

DAR-DIA-6be260fc-5_1

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

RUNG692

-1.34

0.09

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LUO-POS-9931618f-2_1

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

RUN752

-1.33

0.11

-20 -



sprint-11A-P1800_OA-dimer-charged-unrestrained

PET-UNK-94036022-2_1

/

4
(e]
—

EDJ-MED-b6c6ee2b-6_1

Iee

O

PET-UNK-6af7266d-4_1

o

VLA-UNK-61877630-7_1

\

z

Q.Lo
= o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-94036022-2_1

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

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

RUNS890

-1.31

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-b6c6ee2b-6_1

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

RUN785

-1.31

0.11

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-6af7266d-4_1

clcee2e(c1)ence2N3C(=0)C[C@@]4(C3=0)CN(C(=0)c5c4cc(cc5)Cl)Cebnnes6

RUNB845

-1.25

0.11

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-61877630-7_1

clcee2e(c1)encc2N3CC[C@@]4(C3=0)C[N@](Cc5edec(cc5F)Cl)S(=0)(=0)CCE(CCB)CHN

RUN917

-1.24

0.42

-21 -



sprint-11A-P1800_OA-dimer-charged-unrestrained

EDJ-MED-8bb691af-6_1

CID:
A\ SMILES:
\ RUN:
V=0
'O

DDG (kcal/mol):

N'
4
(e]

=\ dDDG (kcal/mol):

EDJ-MED-8bb691af-6_1

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

RUNB847

-1.20

0.42

MAT-POS-50a80394-4_2
%N SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

MAT-POS-50a80394-4 2

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

RUN784

-1.14

0.24

MAT-POS-50a80394-2_2

<
‘N&O RUN:

o DDG (kcal/mol):

4
(o]
—
——\

SMILES:

dDDG (kcal/mol):

CID:

MAT-POS-50a80394-2_2

RUN950

-1.10

0.55

EDJ-MED-fed7acOb-1_1

_ CID:
A\ SMILES:
H
N = N
.‘&o RUN:

W

Q(N DDG (kcal/mol):
"1
(o]

i‘“ dDDG (kcal/mol):

EDJ-MED-fed7ac0Ob-1_1

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

RUN744

-1.07

0.11

-22 -



sprint-11A-P1800_OA-dimer-charged-unrestrained

EDJ-MED-7d88f880-1_2

N

o
o
HNY

%N
0y

z

[J

NH

EDJ-MED-b6c6ee2b-3 1

\O
©

z

LUO-POS-8c3e556a-2 1

<

Q§
“y

12 -111-3e02alcd-1_1

z

(I

—

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-7d88f880-1_2

CNC(=0)CNIC[C@]2(CCN(C2=0] [s@ll o)C 1=0)CI

RUN904

-1.07

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-b6c6ee2b-3_1

COclccc2ence(c2c1)N3CC[C@@]4(C3=0)C[N@](Ce5edee(ce5)Cl)S(=0)(=0)CCH(CCB)C#N

RUN953

-1.07

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LUO-POS-8c3e556a-2_1

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

RUN793

-1.06

0.13

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

12_-111-3e02alcd-1_1

clecc2c(c1)ence2N3C(=0)C[C@@]4(C3=0)CN(C(=0)c5c4cc(cc5)Cl)Cebnncoé

RUN842

-1.05

0.10

-23-



EDJ-MED-d4864bdc-4_1

_r~ %
\ _

MAT-POS-e48723dc-1 1

sprint-11A-P1800_OA-dimer-charged-unrestrained

N

AE:O

B

o

EDJ-MED-976a33d5-1_1

N
‘&O
(@]
(@]

NH

B

N,

EDJ-MED-b6c6ee2b-7_1

N
‘&O
(@]
(@]

NH

Q/ N

\\

zZ

(e]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-d4864bdc-4_1

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

RUNB839

-1.05

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-e48723dc-1_1

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

RUNB833

-1.03

0.13

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-976a33d5-1_1

CNC(=0)C1(CC1)N2C[C@]3(CCN(C3=0)cdcnce5edceces)cec(cec6C2=0)Cl

RUNB816

-1.00

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-b6c6ee2b-7_1

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

RUN871

-1.00

0.14

-24 -



sprint-11A-P1800_OA-dimer-charged-unrestrained

EDJ-MED-fed7acOb-2_1

EDJ-MED-ee81482e-4 1

s

ALP-POS-ecbed2ba-13 1

<

o

&O
‘\
"O
N' ]
4
o

z

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-fed7ac0b-2_1

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

RUN824

-0.98

0.13

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee81482e-4_1

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

RUN1008

-0.96

0.52

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ecbed2ba-6_1

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

RUNB876

-0.93

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ecbed2ba-13 1

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

RUNB855

-0.90

0.34

-25-



sprint-11A-P1800_OA-dimer-charged-unrestrained

MIK-ENA-794411b8-1 1

W\

—
N
g&o

L)
\‘

N
© ;\
o NH

VLA-UNK-f702bflc-8_ 1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIK-ENA-794411b8-1_1

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

RUN761

-0.89

0.13

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-f702bflc-8 1

clcce2c(c1)ence2N3C(=0)[C@@]4(CCOc5c4cc(ce5)CN(C3=0)CCe6[nH]ncn6

RUNBS830

-0.88

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-853c0ffa-1_1

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

RUN772

-0.87

0.15

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ecbed2ba-21 1

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

RUN870

-0.87

0.22

- 26 -



MIK-ENA-37e0b697-1 1

MAT-POS-1d5ab790-3 1

sprint-11A-P1800_OA-dimer-charged-unrestrained

Cb

EDJ-MED-b6c6ee2b-4 1

N

S

(I

NH

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIK-ENA-37e0b697-1_1

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

RUN758

-0.86

0.13

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-1d5ab790-3_1

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

RUN799

-0.84

0.15

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-b6c6ee2b-4 1

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

RUN919

-0.79

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

BEN-BAS-c2bc0d80-3_1

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

RUNG94

-0.78

0.05

-27 -



sprint-11A-P1800_OA-dimer-charged-unrestrained

PET-UNK-77d5678a-6_1

Q/ W

o
N
o
e}

"rz

i
MAT-POS-853c0ffa-20_1

,
[25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-77d5678a-6_1

COC(=0)CN1C[C@]2(CC(=0)N(C2=0)c3cncc4c3ccecd)c5ec(cec5C1=0)Cl

RUN797

-0.76

0.08

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-853c0ffa-20_1

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

@]4(C2)CCN(C4=0 (©)(C)0)CI

RUN970

-0.73

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-77d5678a-5_1

clecc2c(c1)ence2N3C(=0)C[C@@]4(C3=0)CN(C(=0)c5c4cc(ce5)Cl)Cebnncoé

RUN834

-0.72

0.11

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ecbed2ba-4 1

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

RUNB869

-0.70

0.38

-28-



sprint-11A-P1800_OA-dimer-charged-unrestrained

MAT-P0OS-853c0ffa-16 1

PET-UNK-aa57768f-2_1

7
©\$

MAT-POS-40ad8

{t

O

,0
N' 7]

MAT-POS-e48723

O

OYN

o

5la-3 1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-853c0ffa-16_1

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

RUN972

-0.67

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-aa57768f-2_1

clcec2c(cl)encc2N3CC[C@ @]4(C3=0)CN(C(=0)c5c4ce(ce5)Cl)CC#N

RUN720

-0.67

0.07

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-40ad851a-3_1

)S(=0)(=

RUN1011

-0.65

0.60

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-e48723dc-2_1

CNC(=0)C1(CC1)N2C[C@]3(CCN(C3=0)c4cncc5caccee5)cbec(cec6C2=0)Cl

RUNB835

-0.65

0.15

-29-



sprint-11A-P1800_OA-dimer-charged-unrestrained

VLA-UNK-61877630-10_1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-61877630-10_1

clecc2c(c1)ence2N3CC[C@@]4(C3=0)C[N@](Ce5cdce(ce5)Cl)S(=0)(=0)CC6(CCB)C(F)(F)F

RUN941

-0.64

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-f702bflc-1_1

clcce2c(c1)ence2N3C(=0)[C@@]4(CCOc5c4ce(ce5)ClN(C3=0)CCebeen[nH]6

RUNBS809

-0.64

0.15

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-7d88f880-2_2

RUN951

-0.64

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-98c0a822-4 1

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

RUNB868

-0.63

0.15
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sprint-11A-P1800_OA-dimer-charged-unrestrained

ALP-POS-ecbed2ba-16 1

A\
o) —
y \
(6] &
o (@)
W
(0]

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ecbed2ba-16 1

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

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

RUNBS860

-0.63

0.72

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-7d88f880-1_1

CNC(=0)CNIC[C@]2(CCN(C2=0 [s@e] o)C 1=0)Cl

RUN903

-0.59

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-ec6d90b7-1_1

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

RUNG98

-0.56

0.03

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-9f4ac58c-4_1

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

RUN963

-0.56

0.71

-31-



sprint-11A-P1800_OA-dimer-charged-unrestrained

BEN-BAS-c2bc0d80-7_1

MAT-POS-90505e2b-1_1

A\
e

W

EDG-MED-blef7fe3-4 1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

BEN-BAS-c2bc0d80-7_1

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

RUN709

-0.55

0.07

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-90505e2b-1_1

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

RUNG90

-0.54

0.03

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-blef7fe3-4_1

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

RUN771

-0.52

0.15

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-96396902-1_1

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

RUN782

-0.52

0.14

-32-



sprint-11A-P1800_OA-dimer-charged-unrestrained

PET-UNK-7e9559de-1 1

MAT-POS-40ad851a-1 1

-

&O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-7e9559de-1_1

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

RUN755

-0.52

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-40ad851a-1_1

RUN1003

-0.51

0.67

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-3a43cd95-1_1

clece2c(cl)encc2N3C(=0)[C@@]4(CCOc5c4cce(c(c5)F)C)NC3=0

RUN706

-0.45

0.05

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-94036022-13 1

C=C1C(=0)[C@I2(CING)(Ce3e2ce(ce3)C)S(=0)(=0)CCA(CCACHN)C(=0)N1cenceseseeccs

RUN954

-0.42

0.43

-33-



EDJ-MED-976a33d5-2_1
\

MIK-ENA-5d9157e9-2_1

as

LUO-POS-b5068a05-2_1

o

HN\—H
)_N

H,

"

P4

sprint-11A-P1800_OA-dimer-charged-unrestrained

O

>

*

>
€
o€
W
—
\
N
o

r

o

by

NH

/

z

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-976a33d5-2_1

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

RUN946

-0.40

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MIK-ENA-5d9157e9-2_1

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

RUN874

-0.37

0.41

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LUO-POS-b5068a05-2_1

RUN962

-0.37

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-94036022-9_1

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

@4(C2)CCN(C4=0 |

RUNB891

-0.36

0.29

-34-



sprint-11A-P1800_OA-dimer-charged-unrestrained

MAT-POS-50a80394-6_1

MAT-POS-ec6d90b7-2_1

0 —
yN
o &
) (0]

W

W\

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-50a80394-6_1

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

RUNB843

-0.36

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-61877630-6_2

CNC(=0)CN1[C@H]([C@]2(CCN(C2=0)c3cnccdc3ecccd)csec(ccc5C1=0)Cl)C(F)F

RUNBS880

-0.34

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-34f3edOc-14_1

cleec2c(c1)ence2N3C(=0)[C@@14(CCOc5c4cc(ce5)CI)N(C3=0)CC6CCCCCE

RUNBS8O00

-0.32

0.15

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-ec6d90b7-2_1

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

RUN710

-0.32

0.03

-35-



sprint-11A-P1800_OA-dimer-charged-unrestrained

VLA-UNK-61877630-6_1

A\} SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

VLA-UNK-61877630-6_1

CNC(=0)CN1[C@@H]([C@]2(CCN(C2=0)c3cnccac3ceecd)csec(cecc5C1=0)Cl)C(F)F

RUNB878

-0.30

0.23

A\} SMILES:

RUN:

DDG (kcal/mol):

CID:

MAT-POS-576f7758-2_1

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

RUN822

-0.29

0.14

EDJ-MED-5cd3920d-2_1

RUN971

-0.26

0.42

e ha dDDG (kcal/mol):
EDJ-MED-5cd3920d-2_1 cIb:
: Y SMILES:
g Ne 27 DDG (kcal/mol):
) =, dDDG (kcal/mol):
PET-UNK-77d5678a-2_1 cIb:
SMILES:
RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-77d5678a-2_1

clecc2c(c1)ence2N3C(=0)C[C@@]4(C3=0)CN(C(=0)c5c4cc(cc5)Cl)Cebnncoé

RUN837

-0.26

0.10

-36 -



sprint-11A-P1800_OA-dimer-charged-unrestrained

EDJ-MED-5¢d3920d-5 1

<

R

&
,0
Ne. 7
¢
o
F

E

z

o

MAT-POS-853c0Offa-14 1

IS
% \

MAT-POS-c2d406ed-1 1

N
HN &
) o

J
(N

)

o
L7

—
g\sN

N'
4
(e]

ALP-POS-eched2ba-19 1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-5cd3920d-5_1

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

RUN932

-0.24

0.42

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-853c0ffa-14_1

COC1(CC1)CS(=0)(=0)N@]2C @J4(C2)CCN(C4=0] |

RUN926

-0.19

0.41

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-c2d406ed-1_1

RUN892

-0.19

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ecbed2ba-19 1

CIN@)(CCO)S(=0)(=0)IN@]1C @]3(C1)CON(C3=0 |

RUN814

-0.17

0.32




sprint-11A-P1800_OA-dimer-charged-unrestrained

MAT-POS-1d5ab790-1_1

MAT-POS-1d5ab790-2_1

z

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-1d5ab790-1_1

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

RUN909

-0.13

0.43

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-1d5ab790-2_1

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

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

RUN766

-0.10

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-f702bflc-4_1

cleec2ce(c1)ence2N3C(=0)[C@@14(CCOc5c4cc(ce5)CI)N(C3=0)C[C@@H]6CC(=0)NC6

RUNS811

-0.10

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-61877630-8_1

clcee2e(c1)encc2N3CC[C@@]4(C3=0)C[N@](Cc5edec(c(c5)F)Cl)S(=0)(=0)CCH(CCE)CHN

RUN945

-0.09

0.41

-38 -



sprint-11A-P1800_OA-dimer-charged-unrestrained

VLA-UNK-f702bflc-6_1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-f702bflc-6_1

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

RUN817

-0.08

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-38eb6498-3_1

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

OCCINH+(C)C)CI

RUN949

-0.05

0.42

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-7587a9ee-3_1

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

RUN725

-0.02

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-94643566-1_1

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

RUN701

-0.01

0.01

-39 -



sprint-11A-P1800_OA-dimer-charged-unrestrained

BEN-BAS-c2bc0d80-6_1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

BEN-BAS-c2bc0d80-6_1

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

RUNG96

0.00

0.00

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-05e51b3f-5_1

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

RUN703

-0.00

0.00

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-50c39ae8-2_1

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

RUNG93

0.00

0.00

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ede5c6¢cb-2_1

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

RUNB883

0.01

0.17

-40 -



sprint-11A-P1800_OA-dimer-charged-unrestrained

ALP-POS-44833e88-2_1

12 -111-3e02alcd-2_ 1

; \

o
N
o
¢}

z

"rz

o
I

MAT-POS-853c0ffa-22_1
\

» O
>

3

Q ¢}

‘.
(¢]
N . o2
s
[¢]

r

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-4483ae88-2_1

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

RUN774

0.02

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-94036022-10_1

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

RUNB846

0.04

0.29

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

12_-111-3e02alcd-2_1

COC(=0)CN1C[C@]2(CC(=0)N(C2=0)c3cncc4c3ccccd)c5ee(cec5C1=0)Cl

RUN794

0.05

0.11

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-853c0ffa-22_1

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

RUN957

0.08

0.34

-41 -



sprint-11A-P1800_OA-dimer-charged-unrestrained

MAT-P0OS-853c0ffa-15 1
\

Py
N' »
s
[¢]
—
- N

VLA-UNK-618776

Cib

O

EDJ-MED-b6c6ee2b-

-NH ; E

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-853c0ffa-15_1

€S(=0) )S(=0)(=

RUN958

0.10

0.48

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-61877630-5_1

CNC(=0)CN1C[C@]2(CCN(C2=0)c3cncc4c3ceced)c5ec(c(cc5C1=0)F)Cl

RUN801

0.10

0.12

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-b6c6ee2b-1_1

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

OCCINH+(C)C)CI

RUN965

0.12

0.41

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-f702bflc-5_1

clece2e(c1)ence2N3C(=0)[C@@J4(CCOC5cAcc(ce5)CN(C3=0)C[C@@H]ECCC(=0)NC6

RUN844

0.12

0.22

-42 -



sprint-11A-P1800_OA-dimer-charged-unrestrained

ALP-POS-ecbed2ba-3 1
<

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

ALP-POS-ecbed2ba-3 1

CC1(CC1)CS(=0)(=0)[N@]2C«

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

RUN813

0.13

0.25

CID:
\} SMILES:
7—3
g X RUN:
\* \
N, 2 DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-c2d406ed-3_1

) N3C(=0)[C@@J

RUN902

0.13

0.26

PET-UNK-7e9559de-4 1

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

RUN789

0.14

0.17

CID:

\Y SMILES:

RUN:
Q/Hl DDG (kcal/mol):
N\

\=NI dDDG (kcal/mol):
EDJ-MED-fed7acOb-3_1 o

A\ SMILES:

.‘&O RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-fed7acOb-3_1

cleee2ce(c1)ence2N3C(=0)[C@J4(CN3)CN(C(=0)c5e4ce(ce5)Cl)S(=0)(=0)CCH(CCE)CHN

RUN900

0.15

0.66

-43 -



sprint-11A-P1800_OA-dimer-charged-unrestrained

VLA-UNK-f2612802-3 1

LUO-POS-868e8996-7_1

&
i 3%

EDJ-MED-fd8ed875-6_1

Q:

EDJ-MED-468565e0-3_1

HQ}
e P! =

o

)
W \

(o]

N' )

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-f2612802-3_1

CNC(=0)CIN@@]1C[C@]2(CCN(C2=0)c3encedcdecced)csec(ce(c5S1(=0)=0)F)Cl

RUN841

0.18

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LUO-POS-868e8996-7_1

CNC(=0)CN1C[C@]2(CC(=0)N(C2=0)c3cncc4c3ccecd)c5ec(ccc5C1=0)Cl

RUN770

0.19

0.11

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-fd8ed875-6_1

CNC(=0)C1(CC1)N2C[C@@]3(c4cc(cceaC2=0)Cl)C(=CN(C3=0)c5cncebesecces)F

RUN872

0.22

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-468565e0-3_1

RUN1019

0.23

0.59

- 44 -



sprint-11A-P1800_OA-dimer-charged-unrestrained

PET-UNK-94036022-6_1

MAT-POS-853c0ffa-21 1

>

CID: PET-UNK-94036022-6_1
SMILES: excace
RUN: RUN955
DDG (kcal/mol): 0.25
dDDG (kcal/mol): 0.43

CID:

MAT-POS-853c0ffa-21_1

SMILES: CCICCHCS(-ON-OINGI2C @uCaICoNCA=0 |
RUN: RUNS859
DDG (kcal/mol): 0.25
dDDG (kcal/mol): 0.30

CID:

ALP-POS-ecbed2ba-9 1

S M I L ES clece2c(c1)encc2N3CC[C@@14(C3=0)CIN@](Ce5edce(ce5)Cl)S(=0) (=0)N6CC(CB)CHN
¥ RUN: RUNS58
.\
\** °
Ng, 7 DDG (kcal/mol): 0.25
W N
[¢]
N dDDG (kcal/mol): 0.43

MAT-POS-1bed62cf-2_1

CID: MAT-POS-1bed62cf-2_1
\N SM I L ES CNC(=0)CN1C[C@]2(CC(=0)N(C2=0)c3cncc4c3ccecd)c5ec(cec5C1=0)Cl
o E—:
N
RUN: RUN764
LSS
W
Q{N DDG (kcal/mol): 0.26
"1
© 0.11

i‘“ dDDG (kcal/mol):

-45 -



sprint-11A-P1800_OA-dimer-charged-unrestrained

PET-UNK-77d5678a-3_1

Q/ W

o
N
o
e}

"rz

i
ALP-POS-ecbed2ba-2 1

<

Q*

b2
Y
o

z,

o
2
.
o(\}.l
z

EDJ-MED-98c0a822-2_1

,
[25

8

L) N ©
\‘
(o]
/
N N
L/ \J
o* ‘o
o

MAT-POS-853c0ffa-7 1

Q/ W

o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-77d5678a-3_1

COC(=0)CN1C[C@]2(CC(=0)N(C2=0)c3cncc4c3ccecd)c5ec(cec5C1=0)Cl

RUN804

0.26

0.10

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ecbed2ba-2_1

RUN982

0.28

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-98c0a822-2_1

CNC(=0)C1(COC1)IN@@]2C[C@]3(CCN(C3=0)cdcnce5edceecs)coc(ceesS2(=0)=0)Cl

RUN924

0.29

0.34

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-853c0ffa-7_1

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

RUN911

0.30

0.38

-46 -



sprint-11A-P1800_OA-dimer-charged-unrestrained

EDJ-MED-ede5c6cb-1 1

VLA-UNK-61877630-4_1

Q \
N

Nl
¢} NH

z

JOH-MSK-ccc6e4c0-1 1

zZ

&

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ede5c6¢cb-1_1

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

RUN792

0.32

0.15

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-853c0ffa-8_1

COC1(CC1)CS(=0)(=0)N@]2Cc3ccc(ce3[C@J4(C2)CCN(C4=0)c5encetese(ce(cB)F)CCI

RUN938

0.33

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-61877630-4_1

CNC(=0)CN1C[C@]2(CCN(C2=0)c3cncc4c3ccced)c5ec(ce(c5C1=0)F)Cl

RUN787

0.34

0.11

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-MSK-ccc6e4c0-1_1

RUN956

0.34

0.25

- 47 -



sprint-11A-P1800_OA-dimer-charged-unrestrained

PET-UNK-94036022-14 1

SMILES:
RUN:

DDG (kcal/mol):

| dDDG (kcal/mol):

CID:

PET-UNK-94036022-14 1

CNC(=0)C[N@@H+]1Cc2ccc(cc2[C@]3(C1)C(=0)C(=C)N(C3=0)c4cnce5edccee5)Cl

RUN829

0.35

0.18

BRU-THA-73c97d88-1_1

clcec2c(cl)encc2N3C(=0)[C@@]4(CCOc5c4cc(cc5)Cl)C=N3

RUNG84

0.36

0.05

CID:
SMILES:
W
H = RUN:
Ne=N
D ~“&O DDG (kcal/mol):
A\
o dDDG (kcal/mol):
VLA-UNK-3a43cd95-3_1 .
SMILES:
W
K = RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-3a43cd95-3_1

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

RUN702

0.38

0.08

EDJ-MED-ee81482e-3 2

\
/ '\_\
HO“ o

SMILES:
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

CID:

EDJ-MED-ee81482e-3_2

CINH+(C)CIC@HI(CO

RUN1017

0.38

0.59

-48 -



sprint-11A-P1800_OA-dimer-charged-unrestrained

PET-UNK-94036022-3_1

MAT-POS-c2d406ed-2 1

J'{\

o=*,,
o
L)

' O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-94036022-3_1

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

RUN852

0.38

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UCB-34f3ed0Oc-15_1

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

RUNB8O07

0.39

0.35

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

BRU-THA-55eab31a-1_1

clcec2c(c1)encc2N3C(=0)[C@@]4(CCNc5c4cc(ce5)Cl)C=N3

RUNG88

0.40

0.08

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-c2d406ed-2_1

CNIC(FON(C(=

RUN922

0.40

0.28

=49 -



sprint-11A-P1800_OA-dimer-charged-unrestrained

MAT-POS-2e8b2191-8 1

EDJ-MED-fed7acOb-4_1

A\
&
(o] lilH
VLA-UNK-f702bflc-2_1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-2e8b2191-8_1

CN1C(=0)N(C(=0)[C@@]12C[N@)(Ct 1)S(=0)(=0)C;

RUN740

0.44

0.12

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ecbed2ba-11 1

)S(=0)(=

RUN969

0.48

0.68

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-fed7ac0b-4_1

CNC(=0)CN1C[C@]2(C=NN(C2=0)c3cnccac3ccce4)c5ec(ccc5C1=0)Cl

RUN741

0.49

0.10

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-f702bflc-2_1

cleee2c(cl)encc2N3C(=0)[C@@]4(CCOc5c4ce(cc5)Cl)N(C3=0)Cebeen[nH]6

RUN762

0.49

0.17

-50 -



sprint-11A-P1800_OA-dimer-charged-unrestrained

EDJ-MED-cc48ee33-2_1

(e)

LUO-POS-d1147590-1_1

Shee
;7

.,& o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-cc48ee33-2_1

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

RUN894

0.54

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-f9b78f{78-4_1

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

RUN722

0.54

0.11

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-7587a9ee-1_1

CN1C(=0)N(C(=0)[C@@]12C[N@)(Ct 1)S(=0)(=0)C;

RUN736

0.55

0.10

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LUO-POS-d1147590-1_1

RUN1007

0.57

0.80




sprint-11A-P1800_OA-dimer-charged-unrestrained

MAT-POS-b4d6b7fc-7_1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-b4d6b7fc-7_1

CNC(=0)C[N@H+]1Cc2ccc(cc2[C@]3(C1)CCN(C3=0)cacnce5c4cee(c5)NS(=0)(=0)C)CI

RUN908

0.61

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-56836b69-2_1

clece2c(cl)ence2N3C(=0)[C@@]4(CCOc5c4cc(c(c5)Cl)C)NC3=0

RUN708

0.63

0.08

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-94036022-4_1

C#CC1(CC1)CS(=0)(=0)[N@@]2Cc3ccc(ce3[C@4(C2)CC(=0)N(C4=0)c5encebe5ecces)Cl

RUN916

0.67

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-853c0ffa-17_1

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

RUNB856

0.67

0.29

-52-



sprint-11A-P1800_OA-dimer-charged-unrestrained

MAT-POS-b4d6b7fc-6_1

a8

z

MAT-POS-50a80394-1_2

o

4
(e]

EDJ-MED-fd8ed875-5 1

<

“
N
© ;\
(o] NH

(I

LUO-POS-868e8996-9_1

o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-b4d6b7fc-6_1

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

RUN756

0.70

0.22

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-50a80394-1_2

RUN906

0.71

0.50

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-fd8ed875-5_1

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

RUNS810

0.75

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LUO-POS-868e8996-9_1

)S(=0)(=

RUNB895

0.76

0.42

-B3-



sprint-11A-P1800_OA-dimer-charged-unrestrained

<5

.,& o

PET-UNK-aa57768f-3_1

EDJ-MED-5cd3920d-1_1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-aa57768f-3_1

C#CCN1C[C@]2(CCN(C2=0)c3cnccac3ccccd)c5ec(ccc5C1=0)Cl

RUN717

0.78

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-4483ae88-1_1

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

RUN713

0.81

0.11

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-94036022-5_1

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

RUN897

0.83

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-5cd3920d-1_1

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

RUN989

0.85

0.40

-54 -



sprint-11A-P1800_OA-dimer-charged-unrestrained

MAT-POS-853c0ffa-5_ 1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-853c0ffa-5_1

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

RUNB896

0.86

0.46

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-f702bflc-4_2

clece26(c1)ence2N3C(=0)[C@ @J4(CCOc5edcc(ce5)Cl)N(C3=0)C[C@H]BCC(=0)NCE

RUNB823

0.86

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-dfald800-3_1

RUN1001

0.90

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-f702bflc-3_1

cleee2e(cl)encc2N3C(=0)[C@@]4(CCOc5c4ce(ce5)Cl)N(C3=0)Ceb[nH]ncné

RUN767

0.92

0.15

- 55 -



sprint-11A-P1800_OA-dimer-charged-unrestrained

LUO-POS-ed2cfb03-2_1

<

P4

EDJ-MED-94fddcec-7_1

an
- .H
"
o
\
S—

MAT-POS-69786b

Ry

NH

79-1 1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LUO-POS-ed2cfb03-2_1

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

RUN746

0.93

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-MSK-1f2dff76-2_1

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

RUN759

0.94

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-94fddcec-7_1

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

RUN778

0.96

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-69786b79-1_1

CNC(=0)CL(CCHIN@H+] @4(C2)CCN(C4=0;

RUNB827

0.97

0.17

-56 -



sprint-11A-P1800_OA-dimer-charged-unrestrained

MAT-POS-576f7758-1 1

I

o
N' »
4
(e]
N

LUO-POS-868e899

Cb

o

I

"rz

3

MAT-P0OS-853c0ffa-13 1

-%N

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-576f7758-1_1

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

RUNB831

0.97

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-50a80394-3 2

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

RUN959

0.98

0.46

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LUO-POS-868e8996-8_1

CNC(=0)CN1C[C@]2(CC(=0)N(C2=0)c3cncc4c3ccecd)c5ec(cec5C1=0)Cl

RUN775

0.99

0.11

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-853c0ffa-13_1

clec2ence(c2cc1F)N3CCC@@14(C3=0)C[N@](Ce5e4cc(ce5)Cl)S(=0)(=0)CCE(CCE)CHN

RUN901

1.00

0.37

.57 -



sprint-11A-P1800_OA-dimer-charged-unrestrained

VLA-UNK-f702bflc-7_1

T

’ "

SMILES:

RUN:

J

DDG (kcal/mol):

NH+ dDDG (kcal/mol):

CID:

VLA-UNK-f702bflc-7_1

clece2c(c1)ence2N3C(=0)[C@ @J4(CCOC5e4cc(ce5)Cl)N(C3=0)CCNECCINH2+]CCH

RUN849

1.01

0.24

CID:
A\ SMILES:
weh o RUN:
o
U DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-50a80394-1_1

RUN915

1.02

0.45

A\ SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

N' )
4
(e]
—
——\

CID:

MIK-ENA-5d9157e9-1_1

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

RUNB875

1.02

0.44

EDG-MED-blef7fe3-1_1

<

o o

W
N
© ;\
o NH

SMILES:

RUN:

"rz

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

EDG-MED-blef7fe3-1_1

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

RUN765

1.07

0.23

-58 -



sprint-11A-P1800_OA-dimer-charged-unrestrained

PET-UNK-94036022-11 1

N'
4
(e]

o
L7

\
J\\

PET-UNK-aa57768f-8 1

<

N

Oﬁ
!

EDJ-MED-94fddcec-4 1

AR

MAT-POS-c2d406ed-4 1

N
a—

/

N—{
OJI,. Nag

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-94036022-11_1

C#CC1(CC1)CS(=0)(=0)[N@@]2Cc3ccc(ce3[C@4(C2)CC(=0)N(C4=0)c5encebe5ecces)Cl

RUN899

1.08

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-aa57768f-8_1

clcec2c(cl)encc2N3CC[C@ @]4(C3=0)CN(C(=0)c5c4ce(ce5)Cl)CC#N

RUN721

1.09

0.15

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-94fddcec-4_1

clcec2c(cl)cncc2N3CC[C@ @]4(C3=0)CCS(=0)(=0)c5c4cc(cc5)Cl

RUN723

1.12

0.12

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-c2d406ed-4_1

CNIC(=S)N(C(= )S(=0)(=0)cc(

RUN933

1.16

0.29

-59 -



sprint-11A-P1800_OA-dimer-charged-unrestrained

MAT-POS-983b399a-2_1

O

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-983b399a-2_1

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

RUNG80

1.18

0.08

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-159244ea-2_1

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

RUNG83

1.21

0.08

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-1bed62cf-3_1

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

RUN749

1.22

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-a6bab6fb-1_1

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

RUNG85

1.28

0.08

-60 -



sprint-11A-P1800_OA-dimer-charged-unrestrained

VLA-UNK-56836b69-5_1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-56836b69-5_1

clecc2c(cl)encc2N3C(=0)[C@@]4(CC(=0)Nc5c4ce(c(c5)Cl)C)NC3=0

RUN727

1.30

0.11

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-98c0a822-1_1

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

RUN928

1.31

0.56

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-94036022-7_1

CNC(=0)C[N@@H+]1Cc2ccc(cc2[C@]3(C1)C(=0)C(=C)N(C3=0)c4cnceSedccecs)Cl

RUNBS8O03

1.33

0.27

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-56836b69-3_1

CN1C(=O)N(C(=0)[C@@]12CCOc3c2cc(c(c3)Cl)Cl)c4cncec5edccecs

RUN704

1.33

0.07
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sprint-11A-P1800_OA-dimer-charged-unrestrained

VLA-UNK-f2612802-2_1

\ SMILES:
N
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

CID:

VLA-UNK-f2612802-2_1

CNC(=0)CIN@@]1C[C@]2(CCN(C2=0)c3encedcdeeced)csec(c(ce5S1(=0)=0)F)Cl

RUN854

1.34

0.23

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

VLA-UNK-f702bflc-5_2

clcec2c(c1)ence2N3C(=0)[C@@14(CCOc5c4ce(ce5)CI)N(C3=0)C[C@H]6CCC(=0)NC6

RUNB848

141

0.19

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

ALP-POS-ecbed2ba-15 1

clcee2e(c1)encc2N3CC[C@@]4(C3=0)C[N@](Ce5edcc(ce5)Cl)S(=0)(=0)CCH(CCCCO)CHN

RUN939

1.42

0.40

MAT-POS-38eb6498-5 1

SMILES:

(e)
= \
H N
—

Qx
ooy

| dDDG (kcal/mol):

RUN:

DDG (kcal/mol):

CID:

MAT-POS-38eb6498-5_1

CNC(=0)CIN@H+1C

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

RUNB867

1.42

0.20
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sprint-11A-P1800_OA-dimer-charged-unrestrained

MAT-POS-c7726€07-6_1

z/
I

MAT-POS-38eb6498-6_1

(e)
= \
H N
—

MAT-POS-40ad851a-2 1

.8
NH*

!
<
&

z

(3

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-c7726e07-6_1

CNC(=0)C[N@H+]1Cc2ccc(cc2[C@]3(C1)CCN(C3=0)c4cncc5c4ceec5)Cl

RUN769

1.45

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LUO-POS-868e8996-12_1

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

RUN757

1.46

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-38eb6498-6_1

CNC(=0)CN1C[C@]2(CCN(C2=0)c3cncc4c3cc(ccd)C(=0)NC)e5ee(cee5C1=0)Cl

RUNB893

1.46

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-40ad851a-2_1

)S(=0)(=

RUN998

1.46

0.77
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sprint-11A-P1800_OA-dimer-charged-unrestrained

MAT-POS-69786b79-2_1

<

Qg
Oy

A

z,

ALP-POS-afe0272e-2_1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-69786b79-2_1

clcce2c(c1)encc2N3CC[C@@)4(C3=0)CIN@H+](Ce5e4cc(ce5)Cl)CC(=0)NCECCE

RUNBS8O08

1.48

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-afe0272e-2_1

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

RUN798

1.48

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-1bed62cf-1_1

)S(=0)(=¢

RUN877

1.49

0.41

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-d7486dd1-1_1

Cclce(ce2cle(enc2)N3CC[C@@]4(C3)CCOc5c4cc(cc5)Cl)S(=0)(=0)C

RUN718

1.49

0.14
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sprint-11A-P1800_OA-dimer-charged-unrestrained

ALP-POS-ecbed2ba-7 1

<

W
S—
N
X,
o

@

EDJ-MED-94fddcec-5 1

\
O“

» O
>
\\
—
N

RS

P

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ecbed2ba-7_1

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

RUN796

1.49

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-94fddcec-5_1

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

RUN742

153

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-c7726e07-5_1

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

RUN747

1.54

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-94036022-12_1

clcee2c(c1)ence2N3C(=0)C[C@@]4(C3=0)CIN@@)](Cc5cdcc(ce5)Cl)S(=0)(=0)CCB(CCB)CI

RUN882

1.60

0.31
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sprint-11A-P1800_OA-dimer-charged-unrestrained

MAT-POS-983b399a-3 1

W
e d

E
N
AN
v )
O NH

e

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-983b399a-3_1

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

RUNG86

1.60

0.04

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-f2612802-1_1

RUN948

1.61

0.42

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-8bb691af-7_1

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

RUN731

1.63

0.13

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-50a80394-5_1

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

RUNB815

1.69

0.21
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sprint-11A-P1800_OA-dimer-charged-unrestrained

EDJ-MED-ee81482e-2_1

MAT-POS-69786079-3 1

<

Q%
o L.

z,

o

LUO-POS-868e8996-10 1

o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee81482e-2_1

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

RUN996

1.69

0.50

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-8bb691af-4_1

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

RUN745

1.69

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-69786b79-3_1

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

RUNB863

1.70

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LUO-POS-868e8996-10_1

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

RUNB886

1.82

0.39
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ALP-POS-ecbed2ba-14 1

sprint-11A-P1800_OA-dimer-charged-unrestrained

q} W

A

W
N

N
s\go

@/

LUO-POS-868e8996-11_1

(¢]
HJLH/\\\N

\

z

—

N
,&o

3

Hl
¢} NH

VLA-MRT-a639d434-2_1

ALP-POS-ecbed2ba-12 1

&

@;

Cn
'y

Y% 2
o

3
\*

N*
H oy

=
P4

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ecbed2ba-14 1

clecc2c(c1)encc2N3CC[C@@]4(C3=0)C[N@H+](Cc5edcc(ce5)Cl)CC(=0)NCCHN

RUN776

1.84

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LUO-POS-868e8996-11_1

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

RUN751

1.85

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-MRT-a639d434-2_1

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

RUN760

1.85

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ecbed2ba-12_1

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

RUNB857

1.90

0.21
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sprint-11A-P1800_OA-dimer-charged-unrestrained

PET-UNK-77d5678a-4_1

—

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-77d5678a-4_1

clcee2c(c1)ence2N3C(=0)C[C@@]4(C3=0)C[N@H+](Cc5cacc(cc5)Cl)Cebnnest

RUN819

1.91

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-94fddcec-6_1

CIN@](c1cec2c(c1)ence2N3CC[C@@]4(C3=0)CCS(=0)(=0)c5edcc(ce5)Cl)S(=0)(=0)C

RUN821

1.93

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-e78d5fla-1_1

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

RUNG87

1.95

0.12

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LUO-POS-b4dec3be-1_1

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

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

RUN777

1.97

0.19
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MAT-POS-69786b79-4 1

<

Qg
Oy
=5

LUO-POS-eaf50f21-1_1

z

5 \

H.N*, &

T

ALP-POS-ecbed2ba-17 1

W\

—

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-69786b79-4_1

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

RUNB861

1.99

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LUO-POS-eaf50f21-1_1

RUN937

2.03

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ecbed2ba-8 1

cleec2ce(c1)ence2N3CC[C@@]4(C3=0)C[N@](Cc5cdce(ce5)Cl)S(=0)(=0)CCH(CCCH)C#N

RUN898

2.03

0.58

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ecbed2ba-17_1

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

RUN818

2.07

0.69
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sprint-11A-P1800_OA-dimer-charged-unrestrained

VLA-MRT-a639d434-1 1

W\

—

Oy
HN

3

O

\o*

N*
Hl
e} NH

PET-UNK-77d5678a-1_1

MAT-P0OS-853c0ffa-18 1

E

e

[¢]

v

N
Q
“
N, 7
°
c¢
o

JOH-MSK-b735e33c-1_2

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-MRT-a639d434-1_1

CNC(=0)C[N@H+]1Cc2cce(cc2[C@@]3(C1)C(=0)N(C(=0)N3)c4cnceSedcceces)Cl

RUN733

2.07

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

PET-UNK-77d5678a-1_1

clcee2c(c1)ence2N3C(=0)C[C@@]4(C3=0)C[N@H+](Cc5eacc(cc5)Cl)Cebnnest

RUNB825

2.11

0.18

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-853c0ffa-18_1

CC1(CC1)CS(=0)(=0)[N@]2Cc3cce(ce3[C@14(C2)CCN(C4=0)c5encesesc(cc(c6)F)CICI

RUN889

2.19

0.31

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-MSK-b735e33c-1_2

clcec2e(c1)ence2N3C(=0)[C@@14(CCOc5c4ce(c(c5)Cl)CIN(C3=0)C[C@H]6CCC(=0)NC6

RUN920

2.19

0.21
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MAT-POS-50a80394-4 1

s

1\
W

MAT-POS-b4d6b7fc-5_1

z

Iee

3

W
N

EDJ-MED-5¢d3920d-6_1

<

N

o

o

¢
o

VLA-MRT-8c/78eel5-3_1

o

o
fs

E

E
=

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-50a80394-4 1

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

RUN780

2.23

0.23

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-b4d6b7fc-5_1

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

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

RUN754

2.29

0.19

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-5cd3920d-6_1

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

RUN944

2.31

0.46

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-MRT-8c78eel5-3_1

CNC(=0)C[N@H+]1Cc2cce(cc2[C@@]3(C1)C(=0)N(C(=0)N3)c4cnceSeaccecs)Cl

RUN750

2.32

0.21
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VLA-MRT-8c78eel5-4 1

\

z

—

oy
HN

3
\*

Y% 2
o

+

N
Hl
(e] NH,

ALP-POS-afe0272e-1 1

<

z

MAT-POS-50a80394-2_1

o

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-MRT-8c78eel5-4_1

cleec2c(c1)ence2N3C(=0)[C@@14(CIN@H+](Ce5cdce(ce5)Cl)CC(=0)N)NC3=0

RUN737

2.32

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-afe0272e-1_1

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

RUN779

2.47

0.24

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-d4864bdc-3_1

clcec2c(cl)cncc2N3CC[C@ @]4(C3=0)CCS(=0)(=0)c5c4cc(cc5)Cl

RUN711

2.48

0.21

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-50a80394-2_1

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

RUN936

2.49

0.53
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MAT-POS-50a80394-7_1

+

O: NH

!

JOH-MSK-1f2dff76-1_1

P
z

e

EDJ-MED-7d88f880-2_1

ey

o
¢
HN®

o

N
X,
N : ‘0
N
o
o
NH

/

JOH-MSK-51c67e7d-1_1

q/ !

N

k.

N
R
Wt
\Q/ i
H ‘

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-50a80394-7_1

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

RUNS851

2.50

0.28

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-MSK-1f2dff76-1_1

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

RUN783

2.57

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-7d88f880-2_1

RUN952

2.67

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-MSK-51c67e7d-1_1

C[N@H+]1Cc2ccc(cc2[C@]3(C1)CC(=0)N(C3=0)c4cncc5edcccecs)Cl

RUN726

2.72

0.10
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MAT-POS-50a80394-8 1

/ SMILES:
RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

MAT-POS-50a80394-8 1

RUN943

2.73

0.63

A\Y SMILES:
RUN:
DDG (kcal/mol):

dDDG (kcal/mol):

CID:

LUO-POS-ed2cfb03-1_1

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

RUN912

2.73

0.92

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

ALP-POS-41e2080f-1_1

clcec2c(cl)cncc2N3CC[C@ @]4(C3=0)CCS(=0)(=0)c5c4cc(cc5)Cl

RUN705

2.78

0.21

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

CID:

JOH-MSK-51c67e7d-2_1

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

RUN729

2.79

0.17
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VLA-MRT-8c78eel5-1 1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-MRT-8c78eel5-1_1

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

RUN728

2.80

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-f3cfbbb5-1_1

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

RUN700

2.84

0.07

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-61877630-9_2

RUN960

2.85

0.36

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-MSK-b735e33c-1_1

cleee2e(c1)encc2N3C(=0)[C@@14(CCOc5c4ce(c(c5)CI)CI)N(C3=0)C[C@@H]6CCC(=0)NC6

RUN921

2.94

0.26
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sprint-11A-P1800_OA-dimer-charged-unrestrained

JOH-MSK-949975c8-1_2

MAT-POS-50a80394-3 1

o
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ALP-POS-eched2ba-22 1

<

N

Yo
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CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-MSK-949975¢8-1_2

4c0(ceS)Cl)S(=0) (= NIN(C3=0)C OINCT

RUN1010

2.95

0.40

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-MRT-a639d434-3_1

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

RUN724

2.97

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-50a80394-3 1

RUN964

3.01

0.41

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ecbed2ba-22_1

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

RUN931

3.12

0.45

-77 -



sprint-11A-P1800_OA-dimer-charged-unrestrained

EDG-MED-00af8776-1_1
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VLA-MRT-8c78eel5-2 1

ALP-POS-ecbed2ba-1 1
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LUO-POS-eaf50f21-5 1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-00af8776-1_1

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

RUNB873

3.19

0.38

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-MRT-8c78eel5-2_1

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

RUN719

3.27

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-ecbed2ba-1 1

CC1{(CS(=0)(=0)C1)CS(=0)(=0)[N@]2Cc @]4(C2)CCN(C4=0; |

RUN925

3.29

0.54

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LUO-POS-eaf50f21-5_1

CCINH+J=C/IN[C@]2(CIN@@)(Cc3c26c(ce3)Cl)S(=0)(=0)CCA(CCA)CHNIC(=0)N1cSencebesecees

RUN975

3.39

0.36
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sprint-11A-P1800_OA-dimer-charged-unrestrained

JOH-MSK-cef8a2bc-1 2
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CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-MSK-cef8a2bc-1_2

N3C(=0)[C@ @) #N)N(C3=0)C[C@H]7CCC(=0NCT

RUN1018

3.42

0.38

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-MSK-949975¢8-1_1

1)S(=0)(= CCC(=0INCT

RUN1016

3.50

0.46

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LUO-POS-eaf50f21-3_1

CC(=O)NCI=[NHH[C@]2(CIN@@)(Ce3c2ec(cc3)Cl)S(=0)(=0)CCA(CCAICHN)C(=O)N1c5enccbeSeeccs

RUN981

3.63

0.51

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-159244ea-3_1

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

RUNG681

3.63

0.08

-79-



VLA-UNK-61877630-3_2

sprint-11A-P1800_OA-dimer-charged-unrestrained

NH;

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-61877630-3_2

CNC(=0)CN1[C@H]([C@]2(CCN(C2=0)c3cnccdc3ceced)c5ec(cec5C1=0)ClC(F)(F)F

RUN914

3.65

0.33

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-MSK-1f2dff76-4_1

clecc2c(cl)encc2N3C(=0)C[C@@]4(C3=0)C[NH2+]Cc5c4cc(cc5)Cl

RUN715

3.73

0.14

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-fd8ed875-4_1

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

RUN832

3.87

0.25

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-MSK-1f2dff76-3_1

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

RUN714

3.95

0.14

-80 -



sprint-11A-P1800_OA-dimer-charged-unrestrained

MAT-POS-853c0ffa-6_1
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EDJ-MED-b6c6ee2b-2 1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

MAT-POS-853c0ffa-6_1

RUN940

4.04

0.37

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-b6c6ee2b-2_1

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

RUNB812

4.09

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-MSK-cef8a2bc-1_1

RUN1004

4.12

0.46

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-8bb691af-9_1

CNC(=0)CN1C[C@]2(CC(=0)N(C2)c3cnccdc3ccecd)c5ec(cec5C1=0)Cl

RUN739

4.20

0.13

-81-



sprint-11A-P1800_OA-dimer-charged-unrestrained

EDG-MED-b6bce001-2 1

LUO-POS-b4dec3be-2 1

Iee

3

W
H J
o NH

EDJ-MED-976a33d5-3_1

zZ
3

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-b6bce001-2_1

CC1=[NH+][C@]2(C[N@](Cc3c2cc(ce3)Cl)S(=0)(=0)CC4(CC4)C#N)C(=0)N1c5cnecbe5eeecd

RUN923

4.21

0.32

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-fd8ed875-1_1

CNC(=0)CN1C[C@]2(c3cc(cce3C1=0)Cl)C(=0)N(C=[NH+]2)c4cnccseaccecs

RUN763

4.23

0.11

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LUO-POS-b4dec3be-2_1

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

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

RUN791

4.43

0.26

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-976a33d5-3_1

CNC(=0)C1(CC1)[N@@]2C[C@]3(CCN(C3=0)cacnccseaccecs)cbec(ccc6S2(=0)=0)Cl

RUNB864

451

0.49

-82-



sprint-11A-P1800_OA-dimer-charged-unrestrained

VLA-UNK-f2612802-1 2

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

VLA-UNK-f2612802-1_2

CNC(=0)CIN@1[C@H](IC@]2(CCN(C2=0)c3cncedc3ecced)esee(cee5S1(=0)=0)CNC(F)(F)F

RUN942

4.73

0.39

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-8bb691af-2_1

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

RUNB826

4.90

0.39

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-8bb691af-3_1

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

RUN735

5.08

0.30

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDG-MED-b6bce001-1_1

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

RUN879

5.13

0.65

-83-



sprint-11A-P1800_OA-dimer-charged-unrestrained

LUO-POS-eaf50f21-2_1

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

LUO-POS-eaf50f21-2_1

RUN961

5.93

0.73

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-8bb691af-1_1

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

RUN743

5.95

0.21

-84 -



