Sean Ekins, Ph.D, D.Sc. (Serial collaborator)

Research Interests:

Work on neglected disease drug discovery, rare diseases, drug transporter
models, ADME/Tox modeling

Developing mobile apps for chemistry

Advocate for open science

Used pharmacophores and computational chemistry software since 1996

Recent work:

Identifying a target for FDA approved drugs in Ebola

Using machine learning to identify new in vitro actives against Ebola
Developed a model for NTCP (transporter involved in Hepatitis B Virus
uptake) and finding drugs that inhibit it

Identified FDA approved drugs that target Topo | in Mtb

Identified new EMA approved in vivo active compound for Chagas disease.

Multiple NIH STTR, SBIR grants currently funded

Consultant on NIH grants with others.
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Blog about drug discovery
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How | got here..
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MSc Clinical Pharmacology, Aberdeen University (UK) TREH']: ‘UN IVERSITY
PhD Clinical Pharmacology, Aberdeen University (UK) | " mumwmsnv
DSc Science, Aberdeen University (UK) (2005) % or ABERDEEN

Past companies:
Postdoc

Senior Scientist

Senior Computational Chemist
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Key Collaborators in Cheminformatics

Jim Wikel -

Scientific Advisor at Collaborative Drug Discovery, Inc.
Indianapolis, Indiana Ares | Pharmaceuticals

Current Apex Therapeutics Inc. Indiana University School of Medicine,
Collsborative Drug Discovery, Inc.

Coalesiz, Eli Lilly

Marshall University

Matthew Krasowski MD, PhD

A

Antony Williams
Scientist at National Center of Computational Toxicology
at EPA

Raleigh-Durham, Marth Carolina Area | Publishing

US Enviranmental Prot=ction Agency (EPA), ChemConnactor
Royal Society of Chemistry, ACS Division of Chemical
Information, ChemZoo

Education  University of London

ot

Sandhya Kortagere b

Associate Professor at Drexel University College of

Medicine

Greater Philadelphia Area | Research

Previous Drexel University College of Medicine, UMDNJ, Weill Cornell
Medical School

Education  National Institute of Mental Health and Neuro Sciences
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Who will be next?

Peter Swaan b
Professor of Pharmaceutical Sciences at University of
IMaryland, Baltimore

Baltimore, Maryland Area | Higher Education

University of Maryland, Baliimore
Evious University of Maryland, Balfimore (UME), The Ohio State
University, Smithkline Eezcham
Education  University of Califomia, San Francisco
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Joel Freundlich b
Associate Professor
Greater Mew York City Area | Higher Education

UMDM.J-Hew Jersey Medical School
Jacobus Pharmaceuticals, Locus Pharmaceuticals, Praecis Pharmacsuticals

P
Education  Massachusetts Institute of Technology

Alex Clark L

President at Molecular Materials Informatics
Moniraal, Canads Area | Resaarch

Previous Chemical Computing Group, IntelliChem, University of
Califomia, Riverside
Education  University of Auckland

Ni Ai
Assistant professor at Zhejiang University, China
Greater New York City Area | Research

Previous Snowdon Inc, University of Medicine & Dentistry of New Jersey, Taxis Pharmaceuticals
Department of Pharmacology at Robert Wood Johnson Medical School, University of Medicine &

Dentistry of New Jersey (UMDNJ)
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Future ?

- BIG MODELS

New data science institute to help scholars harness ‘big
data’

THOUSANDS OF BIG MODELS

Need new algorithms, data visualization, mining approaches

Need for broad Biology & Chemistry knowledge — open minds, BIG thinkers



Contact me

ekinssean@yahoo.com

, collabchem
m sean.ekins

215-687-1320



mailto:ekinssean@yahoo.com

