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MS Interpreter in NIST 26 - Understand the Spectrum, the Structure, and the Chemistry

MS Interpreter helps you confirm, interpret, and report mass spectral identifications with confidence.

0 Formula Calculator

* Calculate elemental
compositions

« Evaluate neutral losses  *

« Determine DBE
(rings + double bonds)

* Check isotope patterns
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o Peak Assignment
(example: m/z 105)

« Select a peak in the
spectrum

* MS Interpreter shows
the best matching
formula and
fragmentation type

* Helps you understand
what that ion
represents
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o Acquire or Open Spectrum

Import your spectrum
from the instrument,
file, or clipboard.
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* Take-Home Message:
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How MS Interpreter Fits Your Workflow
€ Oven in MS Interpreter

@ search with MS Search

Identify possible
compounds from
NIST libraries.
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identifications and communicate your results clearly.

View the proposed
structure and
fragmentation.

(o}

=»

o Assign & Interpret Peaks e Confirm & Report

Use your knowledge to
confirm the ID and
» prepare reports.

Understand what each
peak represents and
why it occurs.
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MS Interpreter turns spectra into knowledge. It shows you the chemistry behind the spectrum so you can make confident ‘
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e Structure & Fragmentation
Display
* Shows the proposed structure
= Highlights key bonds that break

* Colors indicate different
fragmentation pathways

Red =

Blue =

alpha cleavage (loss of CH;)
acylium ion formation
Green = aromatic ring cleavage

* View alternative fragment ions
and rearrangements

.

0 Mass Spectrum Display
+ Displays the El mass spectrum
* Major fragment ions are labeled
* Molecular ion (m/z 120) shown

* Easy to read and interpret
| Acetophenone

CgHgO
MW = 120.06
CAS = 98-86-2

Why Use MS Interpreter?

Teaches and explains El fragmentation
Confirms library search identifications
Assigns structures to fragment ions
Tests fragmentation hypotheses
Creates publication-quality figures

Essential tool for learning and
advanced interpretation



Understanding the Chemistry Behind the Spectrum

What is MS Interpreter?

* Interactive interpretation software included with NIST26
« Helps explain why fragment ions are formed

* Links mass spectral peaks directly to chemical structure

« Confirms and increases confidence in library identifications



Why MS Interpreter is Valuable

For Students

* Learn fragmentation chemistry visually
 Reinforce lecture concepts

» Connect structures to spectra



Key Take-Home Messages

« MS Interpreter explains why peaks occur.

« It links chemical structure with fragmentation.

« It transforms mass spectra into understandable chemistry.
« |t complements library searching—it does not replace it.

« Itis one of the best educational tools availkble for learning El mass spectrometry.
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