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Products
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• Structure to Name
• Name to Structure
• Document extractor



Structure to Name
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• Support for Isotopes:

• Generates more traditional names (optional)
• Various fixes and smaller improvements



Name to Structure
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Continuous improvement in 5.3.x of:
 Coverage (how many names we understand correctly)
 Correction (few errors)

5.4.0 will include a major upgrade:
 Correction++
 Coverage+
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Name to Structure improvements
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Name to Structure improvements
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Document to Structure

• Extracts names from text documents
• Returns the discovered structures and their

location
• New in 5.4: extraction from PDF documents



Summary

Structure to Name: incremental improvements, 
mature

Name to Structure: improving steadily, major 
upgrade in 5.4

Document to Structure: improves with n2s, PDF 
support

Try them, get support, ask questions!



All very nice but how can I use it
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chemicalize.org : What’s it for?

Free public service to:
• Add chemical structures to web pages in real 

time
• See predicted properties for discrete chemical 

structures
• Gather links of interest to chemists for post 

processing (search, analysis, reporting, fun…)
• Find chemical structures on the web (?)



chemicalize.org : What CXN is in the box?

1. Name <> Structure 
• document extractor
• name>structure generator

2. JChem + Marvin
• Structure storage
• Visualization

3. Calculator Plugins

4. JChem Webservices - search



Add chemical structures to web pages 

Paste URL here



Chemicalizing wikipedia List_of_organic_compounds” gives

Mousing over appended 
names pops the image

Recognised chemical 
names are appended 
with dotted underline

c

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



Links are respected

The URL database is populated by actual users visiting pages 
“Human web crawling” technology



Clicking on the structure image = Data page

Customizable 
report for all 
ChemAxon 
calculations. 

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



Other ways to get to the Data page

1. Typing or pasting in your browser: 
http://www.chemicalize.org/?mol=acepromazine

2. Typing “acepromazine” into the text box at chemicalize.org

3. Uploading a structure file (all formats) of acepromazine at 
chemicalize.org

4. Calling MarvinSketch at chemicalize.org and drawing/pasting 
acepromazine

http://www.chemicalize.org/?mol=acepromazine�
http://www.chemicalize.org/?mol=acepromazine�
http://www.chemicalize.org/?mol=acepromazine�
http://www.chemicalize.org/?mol=acepromazine�


What else about the Data page

• Managing Calculation boxes, “Custom Layout”

• Predefined Layouts. 



Is it working…?

WordPress Plugin
(Sept 2010): 

In use at David 
Bradleys “Reactive 
Chemistry Blog”. 

Chris Swain 
releases Safari 
browser Plugin
(Aug 2010)

ChemSpider links 
out to data page 
(Sept 2010)

Linguamatics I2E 
product links out to 
data page 



What’s next
• Search: sorting URL’s relevance

• Structure images in more places (all URL’s should have structures 
to represent them)

• Personalization “My chemicalize.org”: Data page layouts, User 
History, parameterization of calculations…

• More browser and media engine plugins

• chemicalize.org landing page to be more representative of db 
content and interest of users “top structures, favorite frameworks, 
etc etc”

• Local server, private, licensed product

• HTML 5

• What else?
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