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Introduction 1

Features
The Open Access DIMSpec PFAS library is an open-source, portable mass spectrometry
database that was created by the U.S. National Institute of Standards and Technology (NIST) as
part of the Database Infrastructure for Mass Spectrometry (DIMSpec) project. The Open Access
DIMSpec PFAS library supports nontargeted analysis (NTA) workflows that use high-resolution
mass spectrometry (HRMS) to detect, identify, and characterize per- and polyfluoroalkyl
substances (PFAS).

The Open Access DIMSpec PFAS library is available to download at sciex.com/products/
spectral-library as a nonencrypted SDF format library that includes 132 PFAS compounds.

The library can be installed on computers that have the SCIEX OS software 4.0 and LibraryView
software 1.8 installed. The library is compatible with data that was acquired from these systems:

• TripleTOF systems, X500 QTOF systems, and ZenoTOF systems

• QTRAP systems

Use the libraries in the LibraryView software and SCIEX OS software to do these tasks:

• Do rapid compound searches for targeted and nontargeted screening.

• Use the accurate mass, isotopic ratio, and peak area filtering functions in the SCIEX OS
software for compound identification.

• Compare a sample to a control for qualitative review with the comparative profiling option that
is available in the SCIEX OS software.

Requirements
SCIEX OS Software

An English (US) version of Windows 11 LTSC 2024 is installed on one of these computers:

• SCIEX Workstation – 5860

• SCIEX Workstation Plus – 5860

Note: An upgrade service is available to upgrade computers that have Windows 10 installed.
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SCIEX OS Software

These applications are installed:

• A licensed version of the SCIEX OS software 4.0 or later

• A licensed version of the LibraryView software 1.8 or later

Internet access is available to download the Open Access DIMSpec PFAS library.

The user is logged on to the computer as a user with Administrator privileges.

Supported Equipment
• ZenoTOF 7600 systems

• ZenoTOF 7600+ systems

• ZenoTOF 8600 systems

• X500 QTOF systems

• QTRAP systems

• TripleTOF systems
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Notes on Use 2
For the best results, when the data processing settings are configured, refer to the section:
Recommended Library Search Settings.

Known Issues
Refer to the section: Known Issues and Limitations in the document: LibraryView Software 1.8
Release Notes
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Installation 3

Install the SCIEX OS Software 4.0
• To open the Software Installation Guide, click Start > SCIEX OS > SCIEX OS

Documentation > sciex-os-software-installation-guide-en.

Install the LibraryView Software 1.8
1. If the LibraryView software contains other libraries, then to make a back-up copy of all of the

libraries, click Export > LibraryView Database Snapshot Package (*.lbp) .

2. To open the Software Installation Guide, click Start > SCIEX > LibraryView Software
Installation Guide.

Install the Open Access DIMSpec PFAS Library
Note: Internet access is required to download the library.

1. Log on to the computer as a Windows user with Administrator privileges.

2. Go to sciex.com/software-downloads, and then download the required zip file.

Tip! To prevent installation issues, save the file to the local computer, in a different location
than the desktop.

3. When the download is completed, right-click the downloaded file, and then click Extract All.

4. Select a destination folder, and then click Extract.

5. In the Spectra only section of the Library Importer dialog, click LibraryView Package (*sdf).
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Figure 3-1 Library Importer Dialog: Spectra only Section

6. Browse to the files that were extracted, and then click the DIMSpec (Sep 2024).sdf file.

Figure 3-2 Library Importer Dialog: Import 132 Compounds

7. Above the Compound column, click All.
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8. Click Next.

9. Click Finish.

Recommended Library Search Settings
The figure that follows shows the recommended library search settings for the SCIEX OS
software 4.0.

Figure 3-3 Recommended Library Search Settings for the Open Access DIMSpec PFAS
Library

• If required, then to increase the processing time, in the Precursor Mass Tolerance field, type
0.05.

• To include instrumental differences in the relative intensity, in the Intensity Factor field, type
10.

• If required, then to improve the library search results for lower fragment signals, in the
Intensity Threshold field, type 0.02.
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Figure 3-4 Recommended Flagging Rules for the Open Access DIMSpec PFAS Library
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NIST Disclaimer A
This data/work was created by employees of the National Institute of Standards and Technology
(NIST), an agency of the Federal Government. Pursuant to title 17 United States Code Section
105, works of NIST employees are not subject to copyright protection in the United States. This
data/work may be subject to foreign copyright.

The data/work is provided by NIST as a public service and is expressly provided “AS
IS.” NO WARRANTY OF ANY KIND IS PROVIDED, EXPRESS, IMPLIED OR STATUTORY,
INCLUDING, WITHOUT LIMITATION, THE IMPLIED WARRANTY OF MERCHANTABILITY,
FITNESS FOR A PARTICULAR PURPOSE, NON-INFRINGEMENT AND DATA ACCURACY.
There is no warranty or representation regarding the use of the data or the results thereof,
including but not limited to the compatibility, correctness, accuracy, reliability or usefulness
of the data. NIST SHALL NOT BE LIABLE AND YOU HEREBY RELEASE NIST FROM
LIABILITY FOR ANY INDIRECT, CONSEQUENTIAL, SPECIAL, OR INCIDENTAL DAMAGES
(INCLUDING DAMAGES FOR LOSS OF BUSINESS PROFITS, BUSINESS INTERRUPTION,
LOSS OF BUSINESS INFORMATION, AND THE LIKE), WHETHER ARISING IN TORT,
CONTRACT, OR OTHERWISE, ARISING FROM OR RELATING TO THE DATA (OR THE
USE OF OR INABILITY TO USE THIS DATA), EVEN IF NIST HAS BEEN ADVISED OF THE
POSSIBILITY OF SUCH DAMAGES.

To the extent that NIST may hold copyright in countries other than the United States, you are
hereby granted the non-exclusive, irrevocable, and unconditional right to print, publish, prepare
derivative works and distribute the NIST data, in any medium, or authorize others to do so on
your behalf, on a royalty-free basis throughout the world.

You may improve, modify, and create derivative works of the data or any portion of the data, and
you may copy and distribute such modifications or works. Modified works should carry a notice
stating that you changed the data and should note the date and nature of any such change.
Please explicitly acknowledge the National Institute of Standards and Technology as the source
of the data: Data citation recommendations are provided at https://www.nist.gov/open/license.
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Contact Us

Addresses
AB Sciex Pte. Ltd.
Blk33, #04-06 Marsiling Industrial Estate Road 3
Woodlands Central Industrial Estate, Singapore 739256

SCIEX
Headquarters

AB Sciex LLC
250 Forest Street
Marlborough, MA 01752
USA

Customer Training
• Global: sciex.com/contact-us

Online Learning Center
• SCIEX Now Learning Hub

SCIEX Support
SCIEX and its representatives have a global staff of fully-trained service and technical
specialists. They can supply answers to questions about the system or any technical issues
that might occur. For more information, go to the SCIEX website at sciex.com or use one of the
links that follow to contact us.

• sciex.com/contact-us

• sciex.com/request-support
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Cybersecurity
For the latest guidance on cybersecurity for SCIEX products, visit sciex.com/productsecurity.

Documentation
This version of the document supersedes all of the previous versions of this document.

The latest versions of the documentation are available on the SCIEX website, at sciex.com/
customer-documents.

Note: To request a free, printed version of this document, contact sciex.com/contact-us.
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