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Who is Chemaxon?



Where does Chemaxon fit in the stages of pharmaceutical drug 
development?
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What drives our strategic direction?

● Customer Feedback

● Market Research

● Chemical Innovation



User motivations case study

replace 
internal tool

augmented 
compound design

providing access to 
comp.chemistry tools to 
get better molecules 
faster

tracking of compounds, very 
open sharing space, CRO 
communications later



What is Design Hub?



Augmented design and prioritization



Augmented design and prioritization



Democratize access to tools



Increase utilization of best prioritization tools

integrations to commercial, in-house, and open source 
tools, set up project specific models and grids to the 
entire team  

BYOL model for docking engine



Compound tracking



Collaboration in Modern 
Drug Discovery 







Role based access control - Default profiles



Selectively shared projects





Integration with other vendors



Security with API usage

● API Keys

○ Not user specific

○ All or nothing data access

● Restrict API access by user role at the application level

○ Complex to set up

○ Hard to maintain

● Bearer Tokens

○ Each application handles its own permissions

○ Can be passed via API



Driving innovation - Searching 6 billion compounds



Thank you

Jonathan Buttrick, PhD

jbuttrick@chemaxon.com

chemaxon.com/design-hub 


