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https://www.pinterest.com/pin/194147433910548679/



http://www.mrbreakfast.com/superdisplay.asp?recipeid=148



InChIKey Plays 
a Central Role 

in our MS 
Library Program

• Compare Spectra Across Libraries
• Essential evaluation tool
• First, non-stereo block used
• Recent paper in JASMS

• Spectrum Dissemination
• Spectra from NIST Webbook
• Work in progress: Metabolomics

• As a Compound Accession Number
• Underway



InChIKey as an 
MS Accession 

Number

• Useful, but insufficient
• Must deal with uncertain structural features

• Multiple isomers
• Meso – DL (multiple stereocenters)
• Distinguish by retention time

• Derivatization
• GC/MS often requires chemical adduction at 

uncertain positions



Uncertain 
Pairs of 
Isomers

• Meso/DL
• Naturally occur together

• Double Bond (sp2) Z/E isomerism
• Mostly older data

• Spectra usually very similar

• InChIKey (no stereo) + Elution Order 
• Use uncertain bond type



Derivatives for 
GC/MS

• Trimethylsilyl (TMS) most common
• Replace H at OH, NH2, NH, SH  on precursor

• Position not always predictable
• Enol possibility for keto-enol tautomers
• Steric effects

• Analyst concerned only with precursor

• Will use 2 representations
• InChIKey for ‘Probable’ Structure
• InChIKey (precursor) + Order # + Text 

Descriptor (e.g., TMS)
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