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DEMYSTIFYING MACHINE LEARNING (AI) IN 
DRUG DISCOVERY

Moderated by John Overington of Medicines Discovery Catapult
Panel: Jeff Warrington, of Atomwise and John Griffin of Integral Health 

September 10, 2020
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Today’s Introduction by…

Frank Cole
Head of Sales 
Collaborative Drug Discovery Inc.
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Today’s Moderator and Panelists
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Questions?

Have a question to ask our panel?
Open the ZOOM Q&A and type in your 
question at anytime !

We’ll be sure to save time for them later!
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CDD Webinar: Demystifying 
Machine Learning (AI) in 
Drug Discovery

Senior Scientist
Atomwise Inc.

Jeff Warrington, PhD.



Copyright © 2020 All Rights Reserved Collaborative Drug Discovery



Copyright © 2020 All Rights Reserved Collaborative Drug Discovery



Copyright © 2020 All Rights Reserved Collaborative Drug Discovery



Copyright © 2020 All Rights Reserved Collaborative Drug Discovery



Copyright © 2020 All Rights Reserved Collaborative Drug Discovery
10

Demystifying Machine Learning 
(AI) in Driven Drug Discovery

9/9/2020
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Leveraging AI to discover new medicines

Doctors, Drug Hunters 
& Data Scientists

Scalable Compute

Machine Learning

Capital Laboratory

Data

$$$
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Advances in ligand-based predictive modeling

IC50 MIC

MBC +++

Training Data

ML

Representation Statistical Model

Mechanistic
Multi-Task

Deep Neural NetworksHigh-D SAR

Advantage
Generality

Challenges
Representational complexity
The data!
• Noisy
• Biased
• Small

Representations & Machine Learning:
Matched to Problem & Data
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Poll the Audience!
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Have a question to ask our panel?
Open the ZOOM Q&A and type in your 
question at anytime !

We’ll be sure to save time for them later!
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Ranking-based learning

22

Some interesting developments in the field

Multi-purposing data

Integrating downstream Alliance for Artificial Intelligence in Healthcare (AAIH)
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Questions?
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CDD Platforms - Enabling Modern Research 
Informatics

Content Store
is your centralized 

source for semantic 
drug data 

Annotator 
(formerly BioAssay Express)
automatically converts your 

assay metadata into 
semantic content
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To find out more about 
CDD Vault and 

CDD BioHarmony and Bioharmony Annotator 
please contact us at:

info@collaborativedrug.com
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More Information:
collaborativedrug.com/blog/

Upcoming Events at CDD

Virtual Exhibition & Presentation
Discovery on Target 2020

September 15-18

Virtual Symposium
Informatics for Effective Drug Discovery
Presented by Optibrium StarDrop™ & CDD Vault

October 13

Webinar - BioIT World
Data Management & Analysis for Drug Discovery [Tentative]
Presented by Certara D360™ & CDD Vault

November 5


