NIST Accurate Mass El Processing

Deconvolution Meets High-Resolution Mass Spectrometry

A novel workflow that enables AMDIS deconvolution of accurate mass GC-MS data—delivering cleaner spectra and higher confidence identifications.
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High-Resolution GC-MS Data Overlapping ( | Find XICs
Mass Spectra o Extract ion chromatograms
for all detected ions.
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y Accurate m/z values are converted
m/z

Time (min) to integer mass channels.
Mixed signals reduce
spectral quality and

identification confidence.

Complex TIC with Coelution
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Run AMDIS
AMDIS performs deconvolution
on integer (nominal) data.
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Traditional Limitation
AMDIS can only process nominal mass data.
Accurate mass information cannot be used.

Convert Integers — m/z (Decode)
Integer channels are converted back
to the original accurate m/z values.

{ : \_ Accurate mass data is temporarily transformed
so AMDIS can process it—then fully restored.

RESULT: High-Quality Deconvoluted Spectra

Deconvoluted Component Spectra Library Search
(Accurate Mass Restored) id Q & Hybrid Search

Match clean, accurate
spectra to the library.

Formula & Structure

Confirmation
Accurate mass fragments
enable elemental
composition assignment
and structural insight.
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High-Confidence
Identification

Cleaner spectra and exact
mass fragments lead to
more reliable results.
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Key Surprise:

Deconvolution of accurate mass data
produces significaatly improved
spectral quality.

WHAT THIS WORKFLOW ACHIEVES

7
llll

Improved Identification
Stronger library matches
and more confident
assignments.

Preserves Accuracy Better Spectral Quality
Deconvoluted spectra are
cleaner, with higher

signal-to-noise.

Resolves Coelution
AMDIS separates
compounds even in
complex mixtures.

Exact m/z information
is retained for all
fragments.
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+ High and low resolution GC-MS data

+ Multiple data formats (Agilent, Thermo, Bruker, JEOL, ...)
« NIST libraries and external libraries

v AMDIS integ for d luti

+ Hybrid and other advanced search methods

Rich Output
Export results, spectra,
reports, and peak lists
with ease.

GC-MS WORKFLOWS: TRADITIONAL vs NIST ACCURATE MASS El (2026)

Traditional GC-MS (Nominal Mass)

NIST Accurate Mass EI (2026)

\ The NIST Approach
Brings Accurate Mass
GC-MS to a New Level
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' AMDIS deconvolution on nominal data + Innovative encode — d

/' Mass accuracy lost (integer m/z only)

« Less accurate fragment formulas
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+/ More ambiguous identifications

+/ Good, but limited by mass resolution =y
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o - Accurate mass.
Cleaner spectra.

Smarter workflow.
Stronger answers.

m/ Z interpretation”

Making sense of mass spectrometry®

+ AMDIS deconvolution on accurate mass data
+ Exact mass fragments restored

v Stronger formulas and structure evidence
+ Higher confidence, fewer false positives

Confidence you can
stand behind.

Combining the power of
AMDIS deconvolution
with the certainty of

‘ high-resolution mass
spectrometry.
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Standards and Technology
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Better science.
Better decisions.
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