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Full pipeline results — structures + labels + SMILES

Example Structures

#0 CHEMBL178234 #1 CHEMBL2139698
C1=CC2=C(C=C1)N(C=C2C3=CCNCC3)S(=0)(=0)C.. CCN(C1=CC=CC=C1)C(=C'N O —Cr—cr3—CN—CC—C2

#2 CHEMBL1356585
=C(C=C(C(=C1)NC2=NC3=CC(=CC=C302)CI)C(...

#3 CHEMBL93928
CN1CC[C@@]23CCCCC3C1CC4=CC=C(C=C42)0
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Full pipeline results — structur +iabeis— L2139698

C1=CC2=C(C=C1)N(C=C2C3=CCNCC3)S(=0)(=0)C... C=CC=C1)C(=0)NC2=
=m #5 CHEMBL1356585
C1=C(C=C(C(=C1)NC2=NC3=

CC=CC3=CN=CC=C3...

CC(=CC=C302)CI)C(...

SMALL MOLECULES

#1 CHEMBL358173
CCCCCN(CCCCC)C( 0)[C@HI1CCN([C@@HI(C1)C(...
#2 CHEMBL174026
C[C@@HI](C(=O0)N[CE #4' CHEMBL2332709
- CN1CCN(CC1)CC(COC2=CC3=C(C=CC(=0)03)C=C2...

il L, 1 T T [



