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Introduction - Why InChl?

» ‘“ldentifiers” of chemical structures coded in common, but proprietary formats come
with intrinsic issues
-~ They may not be unique for a given structure (dependent on applied business rules)

— Normalization needs to be applied to “register” compounds in databases leading to
another, proprietary type of “structure descriptors”

— proprietary registry numbers based on unique registry strings are too limited and too
focused on just one system

o e.g. Reaxys numbers are simple integers and Reaxys registry strings are not publicly
available

» |deally, there is one unique common identifier for any given substance that is
o Short
o Unique
o Independent
o human readability is a plus...

-~ and that allows to connect disparate data sources (link-able)
e InChl and esp. the InChlKey answers some of those needs...



INChl at ScienceDirect
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REFJWTPEDVJJIY-UHFFFAOYSA-N - PubChem Compound Result
www.ncbi.nlm.nih.gov/pccompound?.. REFJWTPEDVUJIY-UHF... - Diese Seite Ubersetzen

1. guercetin; 117-39-5; Sophoretin ... MWV: 302.238000 g/mal MF: C15H1007 IUPAC name: 2-(3 4-
dihydroxyphenyl)-3,5. 7-trihydroxychromen-4-one Create ...

Chem|Dplus - 117-38-5 - REFJWTPEDVJJIY-UHFFFAOYSA-N ...
https://chem.nim.nih.gov/chemidplus/m/117-39-5 « Diese Seite Ubersetzen

117-39-5 - REFJWTPEDVJJIY-UHFFFAOY SA-N - Quercetin - Similar structures search, synonyms,
formulas, resource links, and other chemical information.

quercetin | C15H1007 - PubChem
https://pubchem.ncbi.nim.nih.gov/compound/guercetin ~ Diese Seite Ubersetzen

InChl Key: REFJWTPEDVJJIY-UHFFFAOY SA-N. Drug Information: Therapeutic Uses Clinical Trials
FDA UNII. Safety Summary: Laboratory Chemical Safety ..

MetaNetX: MNXMGE20 - quercetin

www.metanetx.org/chem_info/MNXME20 + Diese Seite Ubersetzen

InChiKey, REFJWTPEDVJJIY-UHFFFAOYSA-M __. Quercetin REFJWTPEDV.JJIY-UHFFFAOY SA-N
quercetin sophoretin xanthaurine. envipath:...92dar2dd8977 ...

BRENDA - Ligand view of quercetin (19386 - REFJWTPEDVJJIY ...
www.brenda-enzymes. org/ligand php?brenda_ligand_id...  Diese Seite Ubersetzen

C15H1007. quercetin. REFJWTPEDVJJIY-UHFFFAOQY SA-N. Synonyms: 2-(3 4-dihydroxyphenyl}-3,5,7-
trihydroxy-4H-chromen-4-one, 2-(3 4-dihydroxyphenyl)-5

Compound Details - Chemical Translation Service
cts.fiehnlab.ucdavis.edu/.. /REFJWTPEDVUIY-UHFFFAOYSA-N - Diese Seite Ubersetzen
.- InChI=1S/C15H1007/c16-7-4-10(19)12-11(5-7)22-15(14(21)13(12)20)6-1-2-
(17)9(18)3-6/h1-5.16-19.21H. InChl key: REFJWTPEDVJJIY-UHFFFAOYSA-N ...




INChl @ Reaxys — Content Integration
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INChl @ Reaxys — Link-Outs
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Thank you very much for your attention...
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