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Solutions for Cheminformatics

Publishers, IP specialists, any chemist…



Content production, management and delivery

• Platform independent & web ready toolkits

• Industry leading performance and support

• Widest range of functionality (consolidate all 
your platforms to ChemAxon)

• Sexy and state of the art functionality for your 
portal/content

• Deployed throughout STM publishing

• Still called ChemAxon

• Friendly/flexible pricing models

What’s in it for publishers



Everything you need to completely integrate chemistry 
into your production and delivery platform



Toolkit and desktop application choices for storing and 
searching Markush structures (without enumeration). 

Includes Markush enumeration and interactive 
visualization for advanced Markush manipulation. 

Use cases:

• novelty search, 

• idea generation,  

• Markush creation, 

• patent busting / white space identification

Innovation for IP professionals -

MMS structure storage and search



Thomson Reuters MMS/DWPI content implemented in  
ChemAxon’s Instant JChem desktop application 

Structure data displayed alongside patent 

summaries from DWPI; includes abstract, patent 

assignee, patent family, activities & mechanisms of 

action



Highlighted search results, ‘reduced’ Markush hits & 
selective enumeration

Enumeration tool enables 

Markush structure mining

‘Markush reduction according to 

the hit’ expands the Markush to 

show the full query



Enumerated structure properties can be generated 

automatically and displayed in Instant JChem



chemicalize.org

Free public service to:

• Add chemical structures to web pages in real time

• Search all structures (and URL’s) already chemicalized 
(structure search the web!)

• See predicted properties for discrete chemical 
structures

• Gather links of interest to chemists for post 
processing (search, analysis, reporting, fun…)



Wikipedia: List of Organic compounds – chemicalized    

Recognised chemical names are 
appended with dotted underline
Recognised chemical names are 
appended with dotted underline

Mousing over appended names 
pops the structure image

Mousing over appended names 
pops the structure image

Clicking on image takes you to the 
“Data page” for that structure

Clicking on image takes you to the 
“Data page” for that structure



Links are respected (chemicalized) –

so building the chemicalized proportion of the www



Datapage for “ace”: extensive predicted properties   

Customizable report 
layout for 
calculation results. 

Users can move, 
open, close, expand 
calculation boxes 
and this is 
remembered on the 
next visit 

Customizable report 
layout for 
calculation results. 

Users can move, 
open, close, expand 
calculation boxes 
and this is 
remembered on the 
next visit 



Searching the web: Aspirin; searching chemicalize.org -

query highlighted in results



searching chemicalize.org: Aspirin; web page hits

No structures shown



searching chemicalize.org: Aspirin; web page hits -

“show” related structures

Select to show a 
diverse selection of 
the structures on 
linked web pages

Select to show a 
diverse selection of 
the structures on 
linked web pages



More cool bits: autosuggest, queries as URL’s, display diverse 

structure selection, more structures and search short cuts


