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Figure S1. A KNIME workflow utilizing the KLIFS platform to identify analogs within KLIFS for every compound in a compound library in KLIFS. The
workflow starts with collecting all KDR (VEGFRZ2) inhibitors with a pIC50 value = 5 from ChEMBL, followed by a fingerprint similarity analysis (both
MACCS and ECFP-4) against all KLIFS ligands as collected by the KLIFS KNIME nodes. All compounds having a (close) analog in KLIFS, defined by a
Tanimoto similarity of 0.4 for ECP-4 and 0.8 for MACCS, are linked to the best hit in KLIFS together with a list of PDB-codes in which the ligand is
present. The remaining compounds for which no (close) analog was identified are shown in an interactive table. The KNIME workflow can be
downloaded at https://github.com/3D-e-Chem/workflows




