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CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JOH-SUS-a69¢159d-6_1

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

RUN1

0.08

0.08

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

RUN3

0.08

0.08

CID:

SMILES:

RUN:

DDG (kcal/mol):

dDDG (kcal/mol):

JAG-UCB-706446€eb-3_1

clcec2c(cl)ence2NC(=0)[C@@]3(CCOc4c3cc(ccd)Cl)CCC(=0)[0-]

RUNO

0.24

0.24




