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» Some tips on using NIST MS Search for unknown identifications
» Search with Agilent GC MSD/OpenlLab CDS transferred to NIST MS Search

» Information supplied from Agilent (Emily Adams, Product Support Engineer)
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Topics Discussed

Sending spectra for search from Openlab to external NIST MS Search Program

Processing Openlab Files in Agilent MassHunter

Export files in netCDF (AIA) format for processing with AMDIS, Wiley KnowltAll, etc.

Data file locations in OpenlLab file directories

Searching using NIST d/l with results returned for internal display in OpenlLab

Library format supported by OpenlLab and interconversion of library formats with NIST Lib2NIST utility program
Adding an entry to existing user library or creating first entry in a new user library

Initial Settings for NIST Search V3.0 in El and MSMS (tandem) modes

Extensive user help found on “Agilent OpenLab Help & Learning” website
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1) Can you send spectra to NIST's MS Search program?

Yes! The simplest way is to right-click on the spectrum in OpenLab CDS and select Send spectrum to NIST MS Search
program. (Note that this option is greyed out until NIST’'s MS Search package is installed on the same PC as OpenLab CDS.)
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1) This will open NIST MS Search and load the spectrum you sent.

Note: When you click “Send spectrum to NIST MS program”. The MSP text file is generated and saved to a temporary folder

(C:\Usrs\<CurrentUser>\AppData\Local\Temp\SPECTRA.MSP), should you need to access it
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2) Can you process the OpenLab mass spec file in MassHunter?

Yes, you can convert OpenLab CDS data to MassHunter format. You can then analyze the converted data in MassHunter

Quant, Qual, and Unknowns Analysis. You cannot open it in MSD ChemStation Data Analysis. There is a conversion tool
you can access starting in MassHunter Quant 11.1.
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3) Can you convert OpenLab to netCDF (AIA) files?

Yes. The AlA export functionality in Post Processing Plugins allows the export in NetCDF format. For example, if you wanted to use
NIST’s AMDIS program or Wiley KnowltAll, this is how you can export your data.

Processing Method

Signals

AlA rt hd
4 Extraction seee + Name AlA export
Chrematogram AlA export (AI4 export) Exports Openlab CDS2 raw data, MS spectra and peak results as
Description netCDF format according to AIA Chromatography Data Standard
Spectrum Specification
4 Integration Events ChemStation Custom name AIA export
Standard
Advanced Run plugin
Manual Integration
Export to Windows file system v
4 Compounds
|dentification Output path |
Calibration
-
Spectra File name
4 System Suitability Example:
Properties Limit file name to [l characters
Column
4 Spectral Analysis Allow to override existing CDF files ]
MS Library Search
4 Reports
Injection Report
4 Tools

Custom Calculation

Post Processing Plugins W



4) Data File Locations in OpenlLab

» CDSis organized in result sets —files are grouped together based on the sequence they are run with into folders called
<MyResultName>.rslt (or <MyResultName>.sirslt for single injections). This *.rslt or *.sirslt folder contains all the data and
processing information needed to reconstruct the analysis (acquisition method, processing method, raw data, results, etc.)

» Raw datais stored in *.dx files. Results are stored in *.rx files. Each injection will have one *.dx and one *.rx file.

» The MSdata is stored in the same format that MassHunter uses — namely for GCMS single quads there are two binary files
which contain the raw data - *.MSPeak.bin and *MSScan.bin.

Srure CRTS T

» ThisPC » Local Disk (C:) » CDSProjects » MyProject » Results » Pesticide Mix.rslt w| Search Pe
-+~ Mame " Date modified Type Size
|:] M5_DefaultMethod.prx 11/28/2024 8:05 AM PMEK File 29 KB
|:] Pesticide - Scan_007.dx 1/30/2023 7:47 PM DX File 541 KB
|:| Pesticide - Scan_001.M5Peak.bin 1/30/2023 7:47 PM BIM File 4,439 KB
|:| Pesticide - Scan_001.M55can.bin 1/30/2023 7:47 PM BIM File 620 KB
|:] Pesticide - Scan_001.rx 11/28/2024 8:05 AM R File 124 KB
|:| Pesticide Scan.amx 1/30/2023 7:47 PM AMEK File 13 KB
|:] sequence.acaml 11/28/2024 8:05 AM ACAML File 39 KB
|:] sequence.mfx 11/28/2024 2:05 AM MFEX File 2 KB
|:] snapshot-20210322 133003-Pesticide - Scan_001.M5Peak.bin - 1/30/2023 7:47 PM BIM File 93 KB

|:] snapshot-20210322 133003-Pesticide - Scan_001.M55can.bin  1/30/2023 7:47 P EIM File 53 KB



5) Can library searches be performed with NIST dIl and then returned to OpenlLab for Display?

Yes, see page 29 in the following /ink to Agilent documentation

29 /32 - 100% + | & ©

Use MS Libraries Within OpenLab CDS

3 Under MS Library Search > Properties, select the desired library from the drop-
down list and click the + icon to add it. For details, search for “Use the MS
library search” in OpenlLab Help and Learning.
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Figure 22 MS library properties

4 Save the processing method.
5 Load MS data and link it to the prepared processing method.

6 For details on performing an MS Library search, refer to Openlab Help and
Learning.


https://www.agilent.com/cs/library/usermanuals/public/CDS_Configure_MS_Libraries.pdf

6) What library formats are used with OpenLab?

OpenLab CDS can only use libraries in NIST format — so for users with existing .L (PBM) libraries, we direct them to convert using NIST’s

Lib2NIST utility. mslibrary.xml libraries can also be converted, if you first send them to JCAMP format, then use Lib2NIST.

Information can also be found in section 5 of the following manual, here is the link

Convert MS Libraries or Datafiles to NIST or HP JCAMP Format — X
MIST Library I C:\NIST20YMSSEARCH J ‘
Output I C:\Usersilames LitHe\DesktopVibs J ‘
—Input Libraries or Text Files————— ~MNIST MS User Libraries

C:\NIST20YMSSEARCHYCOCAINE MSP

How to Produce Output T Qutput Format

Options |Use subset v Define Subsetl INISTMS Library ;I
| Add Input Libraries/Files I Convert Exit |
".:'.'3‘.'-'.“ Agilent 5 Library Maintenance
Modify or Create a Library
OpenlLab CDS
Modify a Library in a Shared Configuration
Search

Convert an Existing Library to NIST Format
|

23
23
23
26
26


https://www.agilent.com/cs/library/usermanuals/public/CDS_Configure_MS_Libraries.pdf

7) How do | add to or create a user library?

1. Alllibraries used in OpenLab are in NIST format

Thus, to add a library entry or to create the first entry in a new user library, first send the spectrum to NIST MS Search from
OpenLab by using the “Send spectrum to NIST MS program”

Then the Librarian Tab is selected at bottom of the NIST MS Search Program

The remaining details are found in my videos with associated handouts on my web page

El MS libraries, https://littlemsandsailing.com/2020/08/ms-master-class/, Part V

MSMS libraries, https://littlemsandsailing.com/2020/12/lcms-unknown-identification-with-nist-search-using-msms-
libraries/, Part VII
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8) Initial Settings for NIST Search V3.0 in El and MSMS (tandem) Modes

» There are many settings to setup when first using NIST MS Search

» After setup, user saves as a configuration which makes easy to restore if
changed during processing

» EI Quick Start Guide for Settings Link

» MSMS (tandem) Quick Start Guide for Settings Link


https://littlemsandsailing.com/wp-content/uploads/2024/12/Library_Settings_EI.pdf
https://littlemsandsailing.com/wp-content/uploads/2024/11/My-Tips-plus-NIST-Quick-Start-Guide.pdf

9) Agilent OpenLab Help & Learning

Great resource for a large group of topics

https://openlab.help.agilent.com/

After choosing language, e.g., one can find information on library search
https://openlab.help.agilent.com/en/index.htm#t=mergedProjects%2FDataAnalysis%2FUseMSlibrarysearch.htm

Easily search for useful topics, e.g., look for information on AIA netCDF file export as shown below on right side of screen

YV VYVY

netcdf Q

netedf

Version: 2.8 ¥

netedf format

Close
2 result(s) found for 'netcdf’

Highlight search results

Import AIA files (Data Analysis)

the import of data in the netcdf format (*.CDF
files) according to the AIA Chromatography Data
Standard

nals for each injection in the

AIA export (Data Analysis)

- You can add up to ten MS spectra, and peak results as netcdf format

(revision 3.4) according to AIA Chromatography
Data Standard Specification
on your system.
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