
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 I 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.



Current Positions & Roles

Senior Consultant
Since 2007

Chief Scientific Officer
Since 2008

Chief Science Officer
Since 2013

CEO, President, Co-Founder
Since 2012

CEO, Founder
Since 2015

Blogger
Since 2011

Consulting ADME/Tox, 
drug discovery 
cheminformatics

Grant PI, bringing in funding, 
neglected disease drug 
discovery research – use 
cheminformatics

Facilitate science & SAB, write 
grants, collaborate

Grant PI, rare disease-
Sanfilippo Syndrome 

Write grants and collaborate 
on rare and neglected 
diseases, cheminformatics

Blog about drug discovery

http://www.collaborationspharma.com/
http://www.collaborationspharma.com/


How I got here..

Past companies:
Postdoc

Senior Scientist

Senior Computational Chemist

Assc. Dir. Concurrent Pharma (now Vitae)

VP GeneGo (bought by Thomson Reuters),

and more smaller companies…

Education
HND Applied Biology, Nottingham Polytechnic (UK)
MSc Clinical Pharmacology, Aberdeen University (UK)
PhD Clinical Pharmacology, Aberdeen University (UK)
DSc Science, Aberdeen University (UK)  (2005)

Timeline
1988

1996

1996

1998
1999

2001
2001

2004
2006

2008



Education needed
• Broad science background
• Pharmacology focus
• Computational focus (application 

of software, develop ideas for new 
tools)– picked up as a postdoc and 
over time

• Zero programming, zero formal 
training in cheminformatics

• Learn how to collaborate
• Read and write as much as you can 

on topic
• Publish (open), give talks…
• Use social media to market your 

science, gain visibility 
• Review for journals 
• Share



Key Collaborators in Cheminformatics

Matthew Krasowski MD, PhD

Who will be next?



Future ?

+ = Big Models

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

215-687-1320

sean.ekins

mailto:ekinssean@yahoo.com

