NIST El (GC/MS) Workflow - 2026 Release

Integrated Tools for High-Confidence Compound Identification
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¢ Multiple data formats
* Full scan El spectra
* High or low resolution
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« AllMS? and color coded IDs
* Quick filtering
* Peak selection
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« Low and high resolution
« “Purifies” spectra
« Sends clean spectra
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* 382,180 compounds

* 431k El spectra

* ~35k newly measured
compounds

* Multiple search modes
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Hybrid Search
(Finds Modified
or Related IDs)

Identify mass shifts
and likely modifications
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¢ Delta mass — formula
« Finds ‘modified’ library IDs
« Reports modifications
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Retention Index
(RI) Integration

Use experimental and
Al-predicted RI
for confirmation
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* 527k Rl values
« Experimental RI
* Al-Rl estimates

J * Rich hit list & scoring and shifted peaks « Strengthens confidence
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Integrated Workflow Large, High-Quality Library Retention Index Power @ Structural Insight Flexible & Powerful
Chromatogram — Deconvolution 382,180 compounds .Il 527k Rl values Q MS Interpreter connects O Hybrid search, multiple libraries,
— Library Search — Interpretation 431k El spectra, ~35k new Expt'l + Al-RI estimates peaks to plausible fragments filters, export, many views
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* Al-RI = Al-predicted Retention Index

Freely available data and software: http://chemdata.nist.gov
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