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Basic Agenda

Background

• Chemical market

• Chemical information sources
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• Findings from customers
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Chemical market

• Dialog entered the chemical information market in the 

early 1970’s

• Most users were librarians

• Academic

• Non-technical searchers at technical companies

• Eventually, technical searchers were segmented from 

the business/legal/general searchers

• Images were limited due to sources, limited bandwidth for 

transmission, general technology

• Text was king
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Chemical market

• Business blossomed with new features added

• Brunt of the business was on text searching

• Non-technical searchers found searching using 

terms easier than drawing pictures

• The use of structural data was often left to more 

technical searchers

• Quick name lookups, general articles, any 

information that could be found by a name was 

useful
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Chemical market

• Name searching had to include IUPAC, CAS 

Systematic, trade names, trivial names, lab 

codes, trademarks, etc.

• Such names were indexed by themselves (e.g., 

“Klaritin” or “Acetominophen”) or algorithmically 

segmented

• All users found segmented terms useful and a bit 

easier to understand than images

• Algorithm broke up names starting from the back 

of the name and worked its way forward, 

identifying segments along the way
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Chemical market

• Segments could be searched using proximity and 

also the searcher could specify if the segments 

were simply next to each other or taken from a 

specific substance in any order

• Segments could be searched across many 

databases using the same terms and logic

• Users could then output the type of data that they 

wished based upon where the hits were found

• Classes on searching chemical databases by 

non-chemists were amongst the most popular 
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Chemical market

• Data sources have changed with new 

technologies allowing the identification and 

extraction of substance data from text

• Text is now available that incorporates both 

technical and non-technical data, plus 

somewhere in between

• Many value added chemical substance 

dictionaries are available

• Based on user needs and available data the 

system is developing
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Chemical information sources

What would a non-chemist 

professional searcher want?
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Chemical information sources

Chemical Dictionaries



11

Chemical information sources

Chemical Dictionaries

• Traditional data from Chemical Abstracts

• Very directed to substances

• Segmentation of CAS Systematic Names and 

appropriate synonyms

• Value added

• Key identifiers

• Human indexing

• Reliable, reviewed, edited, corrected



12

Chemical information sources

Press Releases
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Chemical information sources

Press Releases
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Chemical information sources

Press Releases

• Probably a good hit, giving the players in the 

field, some capacity information, partners

• Certainly not too technical; more business 

information

• This is a press release

• Dr. David Anton. Dr. Alan Shaw  – would it make 

sense to link their doctoral dissertations 

• Dr. David Anton has a 1980 thesis on the 

characterization of Cobalamin (Vitamin B-12)

• Dr. Alan Shaw – there are nine dissertations 

with variations of the name Alan Shaw
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Chemical information sources

Newspapers
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Newspapers



18

Chemical information sources
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Chemical information sources

Newspapers
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Chemical information sources

Newspapers
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Chemical information sources

• Very general information, though potentially 

useful to a non-technical user

• Could still be useful to a patent searcher

• Tradenames for chemicals

• General category of chemicals using a 

tradename

• TSP-PF
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Chemical information sources

Combined News



23

Chemical information sources

Combined News
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Chemical information sources

Combined News
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Chemical information sources

Combined News
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Chemical information sources

Combined News

• Potential for mistakes is high in a combined 

source

• Loose usage of language and proximity to actual 

chemical terms confuses the issues
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Chemical information sources

Ship Manifests
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Chemical information sources

Ship Manifests

• Varied data – this record has specifics, others list 

more generic data 

• Indexing is more generic

• Chemical names are at term level

• Next level would be segmentation of the 

chemical names (some are illustrated)

• Decisions regarding locants
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Chemical information sources

Dissertations
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Chemical information sources

Dissertations
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Chemical information sources

Dissertations

• Record shows only abstract

• Would fulltext be useful?

• How about the dissertation’s bibliography?

• Chemical names tend to be spelled out, then 

abbreviations are used for readability

• Maybe link out to the documents in the 

bibliography and incorporate them…
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Chemical information sources

Combined News
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Chemical information sources
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Chemical information sources
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Chemical information sources
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Chemical information sources

• Molecular formulae can be identified easily

• Terms of art

• Semi-scientific abbreviations, acronyms
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Matching sources/markets
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Possible solution
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Possible solution
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Findings from customers
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Findings from customers
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Findings from customers

• Does coverage of newspapers/newswires, etc., 

have value in chemical searches?

• Do dissertations hold their own

• Titles/Abstracts

• Full text

• bibliographies

• What about annual reports, quarterly 

reports/investment newsletters
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Findings from customers

• Any new system would have to merge a technical 

database with a non-technical one and leave the 

searcher to output what is desired

• Additional indexing, metadata, even linking to 

chemical structures/images would be a bonus
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Findings from customers

• Markush is not a high priority, but reactions are

• Any structure searching should work with major 

programs, browsers, compatible with major 

output formatting (Bizint, Excel, etc.), and work 

with normal tools/formats (Java,etc.)

• Price sensitivity

• Structure searching in non-technical databases

• Highlighting in full text
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Findings from customers

• Semantics

• Users still see it as a “black box”

• Extremely useful for a different viewpoint

• Markush

• On newspapers?

• Do non-technical searchers need this level?

• Substructure searching?

• Tautomers, optical activity, isotopes, etc., level of 

detail?
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Overall

• New market, new data unlike the old, though 

users want old and new data combined

• Linking considerations 

• Fields like authors, companies

• Other data sources like bibliographies

• Treatment of non-scientific and scientific text 

changes meaning of chemical terms and their 

structures

• Incorporation of dictionary data with non-

technical information
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