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» | have supplied some screen shots with tips and suggestions for initial menu settings
» More detailed information found on my website at the following link
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Some General Tips

» To return to vendors program when processing data, click on the “Switch to Caller” Icon

@ NIST M5 Search 3.0 (El mode) - [Eldybrid precursor = 194, Presearch Default - 78 spectra]
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» Can show or not show entries in search results for replicates when main NIST library entry is found, |
usually prefer to initially leave on to see how spectra of same compound differ

@ MIST MS Search 3.0 (El mode) - [El Hykrid precursor = 194, Presearch Default - 78 spectra]
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m/z Range Shown in All Spectra in Search Results
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v.3.0 NIST Search Simplifies Menus for
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Save Configuration

Restore Configuration

Typical Settings for NIST MS Search 3.0 (El Mode)

Typical Spectrum Import Options
Different Modes
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» For compounds with a lot of hydrogens with molecular weight greater than 500, th
m/z can round up causing library search problems

» For these species, use the suggested multiplier of 0.99888 in El rounding box . .
. . i » Accurate mass El data can be imported into
» For highly chlorinated or brominated compounds, the m/z can round down, and a
. . . NIST search
multiplier such as 1.00087 used in El rounding box ] ) )
» Adjust the decimal points as needed, usually 4

to the right of decimal
» Filtering can also be employed to remove low
level noise when importing data



----- /MS, Presearch Default - 27 spect
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Library Search Options for NIST MS Search 3.0 (El Mode)
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Another type search is Similarity/El
Hybrid which can be very useful if a
related compound is present in the
reference libraries, but the actual
compound is not present

See link to my NIST EI GC-MS Full
Course for details on Hybrid Search

» User can specify if
desired, e.g., if known
from chemical ionization

. or other sample history

» Just uncheck the “in

spectrum” box and enter
desired value
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Other Settings for NIST MS Search 3.0 (El)

» Select whichever El Libraries you want to
search, the standard ones with NIST 2023

Software are selected below for spectrum » Libraries to search by Structure are
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Selecting Limits to Avoid High Match Factors for Partial Spectra in Wiley Registry Library

Select “Limits Tab” under “Library Search Option”

Check “Apply Limits”

Enter 10 for “Minimum m/z”

This forces the whole spectrum to be used when calculating the Match factor in search results

Especially important when using Wiley Registry which includes partial spectrum added from literature sources
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Also see Tip below for better searches of partial spectra
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Important!! Save Your Settings for Future Sessions!!

» After initially setting up search preferences, most normally do not change significantly
» All Settings can be saved for future searches by Save Configuration with a unique name
» User can then easily Restore Configuration
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