sprint-9-2021-06-14-x10959-dimer-neutral-unrestrained
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CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee07cf00-18_1

cleee2e(c)ence2NC(=0)[C@@H](c3ccee(c3)CINC(=0)CNACCN(C4=0)C5CC5

RUN1323

-1.23

0.20

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

EDJ-MED-ee07cf00-8_1

clcee2e(c1)ence2NC(=0)[C@@H](c3ccec(c3)CI)NC(=0)Cndce(c(=0)[nH]c4=0)C#N

RUN1311

-0.96

0.16

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ALP-POS-3fc1724e-8_2

clcce2c(c1)[nH]e(n2)NC(=0)[C@H](CCC3CCCCC3)cdcccc(c4)Cl

RUN909

-0.79

0.17

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

ADA-UNI-f8e79267-7_2

CS(=0)(=0)NCCO[C@H](clccee(cl)Cl)C(=0)Nc2ccenc2

RUN743

-0.56

0.17




JAN-GHE-83b26¢96-7_2

sprint-9-2021-06-14-x10959-dimer-neutral-unrestrained

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JAN-GHE-83b26¢96-7_2

Cclc(cnen1)NC(=0O)[C@H](c2ccec(c2)Cl)C(C)C

RUN765

-0.44

0.11




