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InChI for Polymers

source-based, poly(caprolactam)

InChI=1B/C6H11NO/c8-6-4-2-1-3-5-7-6/h1-5H2,(H,7,8)/z200-1-8
InChIKey=JBKVHLHDHHXQEQ-ZMQGHSLKBA-N

structure-based representation

InChI=1B/C6H11NO/c8-6-4-2-1-3-5-7-6/h1-5H2,(H,7,8)/z101-1-
8(1,2,1,3,2,4,3,5,4,6,5,7)
InChIKey=JBKVHLHDHHXQEQ-DZWZRWJOBA-N

Resolver GOAL: making InChI resources on the Web 

findable, linkable and browsable by a common, unified 

protocol
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The Status of the IUPAC InChI Chemical Structure Standard – Today and the Future
Stephen Heller, NIST & InChI Trust

Objectives:  Develop a computer algorithm to produce unique label – Chemical Identifier (InChI)
Create Open Source, non-propriety Identifier  Used in printed and electronic source

Enable easier linking to diverse data and information compilations; Not a replacement for any existing internal structure representations

http://www.inchi-trust.org

Large Databases with InChIs/InChIKeys

EBI UniChem – 157 million
NIH/NCI – 110 million
NIH/PubChem - 97 million
RSC/ChemSpider – 67 million
Elsevier/Reaxys – 31 million
IUPAC – 0 million  
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