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Building a Structure Centric Community for Chemists

Access to Information

ÂFor meé

ÂPhD : Libraries primary source of information

ÂPostDoc/Academia: Libraries and librarians

ÂEastman Kodak: Software tools and databases

ÂKodak and ACD/Labs: Replaced by the internet 

ÂToday: The Internet enhanced by a network of 
collaboratorsé

ÂLibrarians have become gurus in using software 
systems to resource information
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Content is King

ÂChemistry òcontentó is big  money ðChemistry 

publishing and content is worth $100s of millions/year

Â Patent searching

Â Structures and properties

Â Drug databases

Â Literature databases

Â Chemical Abstracts Service(CAS), a division of the 

ACS is òGold Standardó in Chemistry related information

Â 101 years of content, $260 million revenue (2006), >40 million 

substances and 60 million sequences
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The Language of Chemistry

ÂMy languageé.
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And its dialectsé.
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As a chemisté

Â I look for information about chemicals/chemistry

ÂWhat is a particular structure ?

ÂWhat alternative names/identifiers?

Â Reaction synthesis?

Â Physical properties?

Â Analytical data?

Â Purchase?

Â Tell me more?

Â Similar stuff ðwhat other compounds are òlikeó mine?
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Why Journals?

Â Journals contain lots of information but are limited ð
text, charts, graphs and pictures. 

Â Text-based searches of the internet gets me to articles 
VERY quickly then articles can disappoint me. I use 
what I can afford. So do othersé

Â Google

Â Google Scholar

Â PubMed

ÂUpdating my CV recently was a breezeéthe Internet 
versus other sources
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Searching and Reading Articlesé

Â Searching articles based on chemical structure and 

substructure is very expensive.. but is changing

ÂThe web IS òtool-readyó so when will publishers deliver?

Â Structures can be shown

Â Spectra can be interactive

ÂGraphics donõt need to be static

Â Publishers can enhance their articles (Project Prospect from the 

RSC is an example)
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Publications
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Enable Electronic Articlesé

Â Structures are the 

language of chemistry

Â Show structures to 

chemists and search/link 

from thereé
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Allow Integrationé
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And Extend to Patentsé
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Structure-based Patent Searching

SureChem and IBM services
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What can be done?
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Publishers should adopt/add InChIs

RSC and Nature Publishing Group have!
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Blogs, Wikis, Forums and 

Collaborative Science

ÂI have two blogs, one forum and a full blog readeré

Â http://www.chemspider.com/blog

Â http://www.chemspider.com/chemunicating(ChemConnector)

Â http://forum.chemspider.com/

Â They are catalytic for collaborations, getting questions 
answered, garnering comments and feedback

Â There are upsides and downsides: 
http://www.chemspider.com/blog/the-joys-and-frustrations-of-6-

months-blogging-in-the-chemistry-community.html
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Blogging Experience and Judgments

Â The blogging community for chemistry small and tight

Â Benefits to me

Â Fast feedback ðon and offline

Â Extended network, diverse skills

Â Fast way to spread news ða local PressWire

Â Most blogs are for information sharing, opinions 

Â Low in scientific content ðthe content is òoff-blogó ð

blogs help find it

Â Small number of blogs doing real science
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TotallySynthetic.com
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Social Networking for Chemists

Blogs are the start
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Collaborative Knowledge Management 

for Chemists ðWikipedia, Built by a Network
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Collaborative Authoring for Drug Discovery

Â Pfizerpedia
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Collaborative Authoring in Academia

Â Group level collaboration via Wikis
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Wikis for Science

ÂWho in the room hasnõt used Wikipedia?

Â Is it trustworthy?

Â What are the advantages and disadvantages of the Wiki 

environment?

Â How suitable is it for Chemistry?



Building a Structure Centric Community for Chemists

Wikipedia Chemistry Curation project

Â Only ca. 5000 organic structures

Â A year of work for a team of 6 people

Â Many errors removed in the process.

Â Slow and torturous process

Â CAS collaborating in the process
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Wikipedia via ChemSpideré
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Collaborative Drug Discovery, Inc. 

$1.9Mfrom the Gates Foundation 
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The Quality of Data Onlineé

Â Content is king ðquality costs. Curation is expensive!

ÂData online are òfilthyó. 

ÂGathering data is the òeasy partó 

Â Structures are COMMONLY incorrect

Â Informatics tools exist already

Â Hold millions of structures and associated data

Â Structure/substructure/text searching

Â Data downloads, data uploads, editing, annotation


