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De novo DrugDiscovery and Development
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Denovo DrugDiscovery and Development: Drug Repurposing:
@ Low Success Rate @® Known Drug Safety
@ Huge Cost and Time-consuming Development @ Reduced Pharmacokinetic Uncertainty
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Compounds Compliant With Lipinski's Rules

Distribution of HB Acceptors Distribution of HB Donors

PhysChem Properties % Compounds

Hbond donors <5 92%
HBond acceptors <10 93%
clLogP<5 88%
MW<500 76%
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Application Cases
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Virtual Screening of Small-Molecule Compounds
Intervening with the uPA—uPAR Interaction. Based on
the most representative structures of the four dominant
clusters of apo-uPAR obtained from the above long-timescale
MD simulation, we performed a multiple docking-based virtual Sttt s srutore ong s et e v
screening against the TargetMol Drug Repurposing Com- e ropeuan "
pound Library L9200 (including 4,240 compounds, https://
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smuggled pangolin in 2017, and its complete genome has
been submitted to GenBank.!”! A library of 2080 approved
drugs (catalog No. L1000) and a library of 326 anti-virus
compounds (catalog No. L1700) produced by TargetMol
were purchased from Topscience (Shanghai, China). { v P
Oligonucleotides used in the study can be found in B
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