APl Enabled HTPK

Deployment of Early PK Assessments for
Drug Discovery
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ADMET Predictor™

QSAR Model Building CYP Metabolite Prediction R-Table Generation/Analysis
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Machine Learning Models Physiologically-Based Pharmacokinetics
(PBPK)
Goal: rapidly simulate

_ absorption and systemic
I exposure based on 2D
chemical structures
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GastroPlus® ACAT™ Model* + Compartmental (Minimal PBPK) Model
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High-Throughput PK - Vision
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HTPK Predictions
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Alternate Front End - Spotfire
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Property Server Options

-Command-line access (Windows + Linux)
-  Workflow platforms

» Pipeline Pilot

» KNIME
- New REST API
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Evaluation of the Success of High-Throughput Physiologically
Based Pharmacokinetic (HT-PBPK) Modeling Predictions to
Inform Early Drug Discovery
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https://www.simulations-plus.com/assets/Early-assessment-of-PK-properties-using-ADMET-Predictor%C2%AE-HTPK-Simulation-Technology.mp4
https://pubs.acs.org/doi/10.1021/acs.molpharmaceut.2c00040

Other HTPK Citations

Division of Toxicology, Office of Applied Research and Safety Assessment, Center
for Food Safety and Applied Nutrition, U.S. Food and Drug Administration

“* Food and

Liver toxicity of anthraquinones: A combined in vitro
Chemical L . o] . o
T cytotoxicity and in silico reverse dosimetry evaluation

Yitong Liu, Mapa S.T. Mapa, Robert L. Sprando

Vol 140, June 2020
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https://www.sciencedirect.com/science/article/am/pii/S0278691520302015

REST API - Vision
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Integration in Al Platform
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Performance Benchmark

Calculation: Dell Vostro 5471 —i7-8550U 1.80 GHz
4 cores / 8 threads
@B SimulationsPlus 16Gb RAM — 64bits — Windows 10
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Conclusions
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