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Property Prediction
Physicochemical

Metabolism
Transporters

Toxicity
ADMET Risk

Model Building
Activity, properties

Molecular + atomic descriptors
Regression, classification
Uncertainty, confidence

PBPK Simulations
%Fa, %Fb

Cmax, Tmax, AUC, T1/2, CL
Cp-time curves
Optimal dose

Cheminformatics
Compound design
Scaffold clustering

R group analysis
Similarity / diversity

ADMET Predictor Overview



ADMET Predictor Deployment

KNIME / Pipeline Pilot

Command line GastroPlus®

Desktop



ADMET Predictor Feature Tour
• Key Takeaways

– Functionality spans early discovery through 
preclinical

– Ultrafast calculations and flexible license 
policy means a single license allows 
simultaneous use by an entire organization
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