
InChI at Wiley |  Aug 2017, NIH

InchI at Wiley
G. Whit ley
View expressed  he re in  a re  m y own and  a re  
not necessarily those  of m y em ployer.



InChI at Wiley |  Aug 2017, NIH

Im prove  Hum an Health  and  Welfare

We do th is ch ie fly th rough  spectroscop ic da ta  collections

2

Wiley Science Solutions
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Dealing With 
Unknowns

Wiley Science  Solu tions

• Measurab le  a ttribu tes 

• Function  or re la tion

• Structure

• Life  Sciences/Clin ica l

• Molecu lar Medicine

Structure

Function/
Relation

Physical 
Attributes
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Mol file s can’t hand le  

ce rta in  m olecu le  types

InChI – organom eta llics, 

ste reochem istry

Isotop ic hand ling (ch ie fly 

software )

Mixtu res

Most Identifiers Have Gaps
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Iden tifie rs – Multip le  Ensure  Gaps Are  Filled

Generic Pub lic Iden tifie rs

• PubChem  CID

• InChI

• Mol V-3000

• J-CAMP DX

• IUPAC system atic nam e

In te rna l Iden tifie rs

• Wiley Spectrum  ID

• Wiley JCAMP-CS (can  

hand le  m any m ore  

a ttribu te s than  Mol V-3000

• Wiley JCAMP-DX (JCAMP-DX 

on  ste roids)

Actively Used Identifiers
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Iden tifie rs We  Don’t Active ly Discard

Proprie ta ry Iden tifie rs

• KEGG

• CAS RN

• CAS System atic Nam e

• e tc.

Identifiers We Don’t Actively Discard
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What InChI Shou ld  Do

• Polym ers

• Organom eta llics

• Inorgan ics

• Mixtures

• Tautom ers

• Isotopes

Done  Elsewhere

• Large  Molecu le s (HELM)

• Anyth ing beyond  2-D

What’s Missing from InChI
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Our Pub lic-Facing InChI Resource

Sim ple  and  Fast

• >3m  com pounds

• Structu re , synonym s

• Response  in  

m illiseconds

Links ou t

• Wiley Online  Lib ra ry

• PubChem , PubMed

• NCBI Cross Database

• Others (Google , Bing)

Com ing Soon

• Links to  Spectra /Search

• Polym ers and  Large  

Molecu le s 

• Metabolism /la rge  

m olecu le s

Compound Search
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Thank you for your time Graem e  Whitley
Director of Databases

Wiley Science  Solu tions
Wiley Digita l Products
gwhitley@wiley.com
201-748-8691
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