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Build a User’s HRMS Library and Perform HRMS Library Search from GC Image 

Introduction 

 This tutorial application note describes step – by – step how to build a user’s HRMS library in 

NIST MS Search Software 2.2 and perform a HRMS library search using the user’s library from GC Image 

HRMS Software R2.6. 

Software 

• NIST MS Search Software V2.2 with NIST 14 Library 

• GC Image HRMS Software R2.6b4 or later version 

Procedure 

1. Configure settings in GC Image HRMS Software. 

1) Configure – Settings – Multi-Channel – MS Data Binning, e.g., By Dynamic Bins ± 0.01 mu 

 

 

 

 

 

 

2) Configure – Settings – Search Library – Search Settings,  

a. Search Method: Interactive 

b. Type of search: In-source HiRes (Identity) 

 

 

 

 

 

 

 

 

2. Configure settings in NIST MS Search Software. 

1) Options – Spectrum Import Options, 
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a. in the section “Spectra without precursor ion m/z value are”, choose “In-source/EI 

(accurate m/z)”. 

b. in the section “In-source/EI accurate ion m/z”, choose the desired number of 

decimal places. 

 

 

 

 

 

 

 

 

 

 

 

 

2) Options – Library Search Options – Search 

 

a. In “Spectrum Search Type”, choose “In-source HiRes”. 

b. In “Presearch”, choose “Off”. 

 

 

 

 

 

 

 

 

 

 



InfoMass            Application SF2606220725           

 

 
InfoMass LLC 11601 Shadow Creek Pkwy, Ste 111-501, Pearland, TX 77584 Tel: (281) 886-8174 

 Fax: (713) 340-0995 info@infomassllc.com 

3) Options – Library Search Options – MS/MS 

In “Search m/z Tolerance”, input the desired mass accuracy tolerance for search. 

 

 

 

 

 

 

 

 

 

 

 

 

 

3. Create a user’s library in NIST MS Search Software 

1) In NIST MS Search main page, choose “Librarian” tab. 
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2) Click on “Create library” icon. 

 

 

 

 

 

 

 

 

3) Enter a new library name, then click “OK”. 

 

 

 

 

 

 

 

 

4. Add HRMS spectra into user’s library 

1) In GC Image Software, open a mass spectrum. 

2) In GC Image MS Viewer, perform a library search. The mass spectrum is sent automatically 

to the NIST MS Search Software. 
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3) In NIST MS Search, choose “Librarian” tab. 

 

 

 

 

 

 

4) If you want to edit the mass spectrum before adding into a library, 

a. Click on the “Edit spectrum” icon. 

 

 

 

 

 

 

 

 

 

b. After editing, click “Add to Library”. 

 

 

 

 

 

 

 

 

 



InfoMass            Application SF2606220725           

 

 
InfoMass LLC 11601 Shadow Creek Pkwy, Ste 111-501, Pearland, TX 77584 Tel: (281) 886-8174 

 Fax: (713) 340-0995 info@infomassllc.com 

5) If you don’t want to edit the mass spectrum before adding it to the library, click on” Add to 

library” icon. 

 

 

 

 

 

 

 

 

 

 

 

 

 

6) Choose the library to add the spectrum. 
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5. Perform HRMS library search from GC Image HRMS Software 

1) In the NIST MS Search Software, include the user library in the search library list. 

a. Choose Options – Library Search Options. 

 

 

 

 

 

 

 

 

b. Click on “Libraries” tab 

 

 

 

 

 

 

c. Choose the user library in the left panel, then click “Add” to add the user library to 

the included libraries list 
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2) In GC Image HRMS Software, include the user library in the search library list. 

a. Choose Configure – Settings – Search Library. 

 

 

 

 

 

 

 

 

 

 

 

b. Choose the user library in the left panel, then click “>” to add it to the Included 

Libraries. 
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c. If the user library is not on the Additional Libraries list, click “Auto Locate NIST 

Library” or “Browse For NIST Library” to locate the user library. 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

3) Perform a HRMS library search from GC Image MS Viewer 
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6. To perform a unit mass library search, Choose Configure – Settings – Search Library in GC Image 

and set the Search Method to Batch 

 

 

 

 

 

 

 

 

 

 

 

 


