ADME-TOX IN 3D, DL & CHEMINFORMATICS

In silico ADME-Tox assays

o 3D_QSAR [Quantum Structure-Activity Relationship]
models

o Molecular docking
o Molecular dynamics

The LADMER SyStem [Liberation, Absorption, Distribution, Metabolism, Elimination, Response]
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o Mechanistic toxicity/ cytotoxicity studies

In vivo ADME-Tox assays (animal studies)

o DMPK [Drug Metabolism PharmacoKinetic] StUdIeS
o Toxicokinetic studies




