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Important Skills

➢ Assume familiar with configuring and navigating Chromatogram NIST26
➢ If not, review following video and associated handout



Lots of Useful Help in Chromatogram Window

F1 while in Chromatogram Window Chromatogram Window



Set Processing for Tandem Mode

➢ Useful to select mode if both EI and Tandem NIST software installed
➢ Simplifies menu navigation

File Menu in Chromatogram window



Selecting Files and Processing Parameters, Only mzML Files Processed, Use ProteoWizard/msconvert for file conversions

20 and 40 ppm for Tolerance Reasonable

Best hr_msms_nist, 
but can use apci and lr library or 

crowd-sourced free libraries
Search Many Libraries at Once!

Click Help



In Video, Showing Initial Results and Demonstrating Some Window Changes with Abundance Linear



Abundance Set for Log Scale



Saving/Restoring Configurations (*.ini)
Note This Menu in Lib Search Tab

➢ After all program parameters set in all windows including Chromatogram, save the 
configuration

➢ Makes easy to restore a configuration between different data processing requirements

Saving Configurations



In Video, Demonstrate Effects of Various Changes in Filters on Top Menu

Video Demonstrates 
all such as Best Hits, 
Only ID’s, Bkgd, 
expanding TIC with 
mouse, etc.

Note:  Watch Hits Change with filter changes!

NOTE:

➢ Normally a background setting is 
very useful; NIST suggest 75%

➢ However, in a few instances was 
background noted to remove a 
few major peaks with good search 
scores

➢ These were peaks with an XIC 
value of 0 

➢ See end of my video/handout on 
“Understanding and Using XICs,”

➢ Those peaks Bkgd = Any needed



[Found with F1 Key while in Chromatogram Window]
f) Filter Scores enables the filtering of lower quality spectra at three levels – weak, average and fixed, the 
latter show only IDs above the specified score. This is based on five different quality factors: bkgd, purity, 
max2min, signal-to-noise and isotope analysis, all of which may be optionally viewed in the hit list.

[Found under Help on Chromatogram pages, tips for tandem]

1) Show only IDs above a selected score

a) On bar above chromatogram, turn Filter Scores button on

b) Enter minimum score threshold into text box after Filter Scores

c) Change selection in combo box to Fixed

d) Only IDs with score above entered value will appear in chromatogram and hit list

e) May set at 900 for a clear view of the TIC

?Filter Scores in Chromatogram Menu Bar?

➢ I don’t really understand how to use this effectively
➢ Based on 5 different parameters
➢ Try it and see if useful in your work



In Video, Demonstrate Sorting/Selecting Components of Interest from Results List

Operations Demonstrated in 
Video such as:

➢ Clicking to sort a column
➢ Selecting entries using 

keyboard Shift and Ctrl 
with left mouse click

➢ Sending selected to smaller 
list

➢ Almost endless numbers of 
approaches!

➢ Very flexible workflow to 
meet diverse user needs



After User List of Interest Defined, Review

Video Demonstration of 
Reviewing Selected List:

➢ Usually sort by RT, 
retention time

➢ Left click on first hit in 
list to highlight

➢ Use up and down 
arrows on keyboard to 
step through list

➢ Carefully examine the 
butterfly display in top 
right box to decide if to 
include in final report

➢ Demonstrate ctrl and 
shift keys to modify 
components to report

➢ etc.



➢ Select Entries of Interest
➢ Then right click and Select “Copy Selected Hits to Clipboard”
➢ Paste into Excel

Excel Report



Send Spectrum to See MS2 Spectra in XIC Browser window, note isotope pattern for presence of 2 chlorines for this Identity
F1 keyboard or Help to See Details of XIC Window

Help Window
XIC Browser
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