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An open, public-private consortium, launched with a CRADA, creating a national-
scale pre-competitive resource to accelerate cancer drug development
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Drug Discovery: Long, Costly & High Failure
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ATOM Integrated Platform –
an Emerging Resource
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Accelerated Drug Discovery Concept
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ATOM Organization



ATOM Organizational Structure
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ATOM Leadership
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ATOM Consortium Development Update
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ATOM Engagement
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ATOM Participant Progression
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ATOM Community Engagement
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ATOM Website Presence
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ATOM Website Presence
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FNLCR: Engagement point for the cancer research community



ATOM Community Development  
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ATOM Engagement is an Integrated Effort
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Technical Progress



ATOM Technical Progress Snapshot
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Data and Modeling groundwork:
• Ingested private and public datasets into compound library
• Identified diversity & data gaps
• Computed sophisticated descriptor sets of chemical features 

for ATOM library (>2M compounds)
• Developed automated framework for creating models and 

tracking model output (model zoo)

PK and Safety data-driven modeling:
• Built 35 baseline models for PK parameters and 84 common 

liability assays with multiple featurization methods 
• Benchmarked ATOM DeepChem models and showed improved 

performance over classical machine learning models
• Generated additional safety data sets to fill data gaps

Novel hybrid model development:
• Demonstrated that hybrid models promise improved 

performance over typical molecule descriptor approaches 

Active Learning Integrated Loop
• Proof of concept multi-parameter simulations of active 

learning process.

Accelerating Therapeutics 
for Opportunities in Medicine



Looking Ahead
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Questions and Discussion
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