_SCIEX

Release Notes
NIST26 MS/MS Library

High Resolution Accurate Mass Libraries

TPUB-CUST-16183-A )
October 2026

danaher



This document is provided to customers who have purchased SCIEX equipment
to use in the operation of such SCIEX equipment. This document is copyright
protected and any reproduction of this document or any part of this document is
strictly prohibited, except as SCIEX may authorize in writing.

Software that may be described in this document is furnished under a license
agreement. It is against the law to copy, modify, or distribute the software on any
medium, except as specifically allowed in the license agreement. Furthermore, the
license agreement may prohibit the software from being disassembled, reverse
engineered, or decompiled for any purpose. Warranties are as stated therein.

Portions of this document may make reference to other manufacturers and/or their
products, which may contain parts whose names are registered as trademarks
and/or function as trademarks of their respective owners. Any such use is intended
only to designate such products as those manufacturers' products and does not
imply any right and/or license to use or permit others to use such manufacturers'
and/or their product names as trademarks.

SCIEX warranties are limited to those express warranties provided at the time of sale
or license of its products and are the sole and exclusive representations, warranties,
and obligations of SCIEX. SCIEX makes no other warranty of any kind whatsoever,
expressed or implied, including without limitation, warranties of merchantability or
fithess for a particular purpose, whether arising from a statute or otherwise in law or
from a course of dealing or usage of trade, all of which are expressly disclaimed, and
assumes no responsibility or contingent liability, including indirect or consequential
damages, for any use by the purchaser or for any adverse circumstances arising
therefrom.

For Research Use Only. Not for use in Diagnostic Procedures.

Trademarks and/or registered trademarks mentioned herein, including associated
logos, are the property of AB Sciex Pte. Ltd., or their respective owners, in the
United States and/or certain other countries (see sciex.com/trademarks).

AB Sciex™ is being used under license.
© 2026 DH Tech. Dev. Pte. Ltd.

ce

UK
CA

NIST26 MS/MS Library High Resolution Accurate Mass
Libraries
2/20

Release Notes
TPUB-CUST-16183-A



Contents

LI 131 e T ¥ o o) o OO 4
YL (U] (=T PP 4
72 3 3 o LU= 4 1= 1 SRS 5
B 3N 1 = Y T = = 6
4 KNOWN ISSUES ......oiiieeiiiiieeieirreeis s rrmes s s rrnm s s s rsm s s e s e nas s s ranassssrenasssssannsssssrnnsssssrennssnssennssnsnnnnnnnnns 7
LN [ 153 = 11 = 1 o Y o 8
Install the SCIEX OS SOftWaAre 5.0 .......eiiiiiiee et e e e e e e e e e eaaas 8
Install the LibraryView SOftWare 1.8 ...... ..o e 8
INStall @ LiCeNSEA LIDIary ......coooiiiieiieee ettt 8
6 Recommended Settings for NIST26 MS/MS Library Searches.........ccccccerrrrrriricccnccsncnnnnnnnes 17
{00 o1 = 11 8 U - RN 19
P (o | (1T Y S PP 19
(010 E (o]0 o 1=l I = 1011 o [ PP PPPPRPPPP 19
(O TR ==y a1 g o [ 7= o1 (=Y 19
SCIEX SUPPOI ..., 19
CYbEISECUNILY ..o, 19
(B Lo o1 Ul a[=T a1 =110 o [N SR 19
Release Notes NIST26 MS/MS Library High Resolution Accurate Mass
TPUB-CUST-16183-A Libraries

3/20



Introduction 1

Features

The NIST26 MS/MS library is a compiled and curated tandem mass spectral database from

the National Institute of Standards and Technology (NIST). The NIST26 MS/MS library contains
68,635 compounds, which is a 33% increase from the NIST23 MS/MS library. The NIST26
MS/MS library supports compound identification in human and plant metabolites, pollutants,
contaminants, drugs, and other important compounds.

The NIST26 MS/MS library can be installed on the same computer where the SCIEX OS
software 5.0 and the LibraryView software 1.8 are installed.

The NIST26 MS/MS library is compatible with data that was acquired with these systems:
* TripleTOF systems

+ X500 QTOF systems

* ZenoTOF systems

* QTRAP systems

Use the NIST26 MS/MS library in the LibraryView software 1.8 and the SCIEX OS software 5.0
to do these tasks:

» Fast compound searches for nontargeted screening

+ Compound identification that uses the accurate mass, isotopic ratio, and peak area in the
SCIEX OS software

» Comparisons of a sample to a control for qualitative review with the comparative profile option
in the SCIEX OS software

NIST26 MS/MS Library High Resolution Accurate Mass Release Notes
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Requirements 2

* 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.

» Alicensed version of the SCIEX OS software 5.0 is installed.
* Alicensed version of the LibraryView software 1.8 is installed.
* Internet access is available to download the NIST26 MS/MS library.

* The user is logged on to the computer with Administrator privileges.
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Notes on Use 3

The licensed NIST26 MS/MS library contains three sublibraries:

* High Res NIST library: 66,779 compounds
* Low Res NIST library: 66,562 compounds
* APCI NIST library: 623 compounds

To do the fastest search, select one sublibrary at a time.

To make sure that the search results are correct, use the High Res NIST library for high-
resolution MS/MS data.

If the data processing setup is configured, then refer to the section: Recommended Settings for
NIST26 MS/MS Library Searches.
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Known Issues 4

Refer to the section: Known Issues and Limitations in the document: LibraryView Software 1.8
Release Notes.
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Installation 5

Install the SCIEX OS Software 5.0

» 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 backup copy of all of the
libraries, click Export > LibraryView Database Snapshot Package (*.Ibp).

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

Install a Licensed Library

Note: Internet access is required to get the license.

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

2. Go to sciex.com/products/spectral-library, and then download the required zip file.

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

3. After the download is completed, right-click the downloaded file, and then click Extract All.
These files are included:

* apci msms nist.sdf
* lr msms nist.sdf
* hr msms nist.sdf
* hr msms nist#2.sdf
* hr msms nist#3.sdf

4. Go to https://sciex.com/support/activate-software, and then log in with a SCIEX username
and password.

NIST26 MS/MS Library High Resolution Accurate Mass Release Notes
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Installation

Note: If the user does not have an account, then obey the on-screen instructions to create
an account.

The Activate Software page opens.

5. In the Select Your Instrument field, select the correct system.
Tip! If the system is not in the list, then go to the SCIEX Now profile for the user who is
logged on, and then add the system information.
6. To get the physical Media Access Control (MAC) addresses of the computer, in the
Windows search field, type ipconfig /all.
A physical MAC address is shown for each active adapter in the format 34-02-86-06-8A-05.
7. Inthe Computer ID field, type all of the physical addresses.
Tip! Supply a maximum of three physical MAC addresses. Use a space between each
address. For example, 34-02-86-06-8A-05 34-02-86-06-8A-01 34-02-86-06-8A-09.
8. Inthe License Key field, type the license key.
The license key is sent through an e-mail from SCIEX Now. If the license key is not
available, then contact a sales representative at sciex.com/request-support.
Note: The key starts with the letters AID.
9. Click Submit.
After the required information is submitted, a license file is sent to the e-mail address that is
registered to the sciex.com account.
10. On a computer with the LibraryView software 1.8 installed, save the license file in the C:
/Program Files/SCIEX/LibraryView/LibraryViewFramework/Server folder.
11. After the license is added, the Library Importer dialog opens.
Release Notes NIST26 MS/MS Library High Resolution Accurate Mass
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Installation

Figure 5-1 Library Importer Dialog

Step 1: Select SourceType method Step 2: Choose Columing Sep X Choose data Step 4: Tummardy

Spectra, relenbon bmes and MEM transiions

ie & i»

LibraryView Package (* Ibo Owareite Dalabase with Library Snapshol (* bp Third Party Library Package (* 1pip
Chgqued Package (*.cig Owenarite Database wilth Library Snapshol [*. s
Spectra only
LibraryView Packags (" [‘}" Angdys! Compound Dalabase (* mdb)

Retention imes and MRM transidions (no specira)

=h =

Excel e (° xisx CascovenyQuant Compound Databasa (* mdb

12. Click LibraryView Package (*.sdf).

Tip! As an alternative, to open the library, in the C: /Program
Files/SCIEX/LibraryView/LibraryViewFramework/Packager folder, click the
libraryviewpackager.exe file.

13. Browse to the files that were extracted in step 3, and then double-click the
lr msms nist.sdf file.

NIST26 MS/MS Library High Resolution Accurate Mass Release Notes
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Installation

14.
15.
16.

17.

18.

Figure 5-2 1r msms_nist.sdf File

= Library Importer = =
Step 1: SelectSourceType method Step 2: Choose Columns. Step 3: Choose data Step 4 Summary
W
Select the compounds you want to import
Seect &l Mone 5 |
Library Name | Compound Formula CAS g
Low Res NIST {{(Ethylsulfanylimethyljsulfinyljethane (LR NIST)  CEH12082 37032078
((15)-5-Methyl-1-(4-methylpent-3-en- 14} 2003, . C15H2E02 1212456375
(2 6-Dichlorophenylsulfonyl)methionine (LR NI, C11HI3CIZNO4S2 1009262718
{(2-Carbaoxy-4-methyipentyifhydroxy)phosphoryl . C14H22NO4P 289688179
{(2-0-{6-Deoxy- alpha -L-mannapyranosyl)- beta . G2OHZTNOT 1BI07I5ETT
(2R, 3R}-3-(Benzoyloxy)-4, 4-difluoro-5-oxotetrah . CI6H14F206 122111017
({2, 3R 45)-6-Hydvonry-d-{4-hydroxy-3-methoxy . C2EH34011 1206882327
(2R AR}-2-[( 11 madazol-1-yljmethyl}2-(2 4-dic._ C2IH20CEZNZOSS 134071446
{(3-Fluorophenylisulienyliglycine (LR NIST) CEHBFNOWS 731815660
({35 4R)-1-{tert-Butyl)-4{2 d-difluorophenylipyrr. . CZBH3GFINZO2 852281023
((52 6Z)-11-Hydroxytetradeca-5 A-dienoyllgiuta . C18H31NOS
((6-0-Hexopyranosylhexopyranosyljoxy)phenyl).,.  C2OHZTNON NTHGST0
({Benzyloxyjcarbonyljphenylalanylproline (LR NI CZZH24N205 o
BE562 from 66562 compounds selected
Mext>  |Cancel

In the Select field, click All.

Click Next.
Click Finish.

Note: Each library might require more than 1 hour to install.

Browse to the files that were extracted in step 3, and then double-click the

hr msms nist.sdf file.

Do step 14 to step 16.
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Installation

Figure 5-3 hr msms_nist.sdf File

High Res NIST

= Library Importer

Step 1: SelectSourceType method Step 2: Choose Columns Step 3: Choose data Step 4: Summary

W

Select the compounds you want to import

Libwrary N;me

Select All. None

| Compaund

({15)-5-Methyl-1-(4-methylpent-3-en-1.yl)-2-0xa

{i2,6-Dichlorophenyljsulfonyljmethionine (HR NI

({3-Flecrophenyl jsusforyigiycine (HR NIST)

{--(35)-3-Hydraxyquinine (HR NIST)
{-}- alpha -Kainic acd (HR NIST)
(-} alpha -Thugone (HR NIST)

27966 from 27366 compounds sclectod.

{{2-Carboay-4-methylpentyl{hydroxylphosphoryl..
((2-0-(6-Deoxy- alpha. -L-mannopyrancsyl}- beta .
({2, 3R)-3-(Benzoyloxy)-4 4-diflucro-S-oxotetrah. .
({2R, 3R, 45)-6-Hydray-d-(d-ydroxy-3-methoxy

({B-O-Hexopyranosyihexopyranosylloxyphenyl).
(E}6-(2-({E }-3-Hydrouyprop-1-en-1-yl}-4-methyl .

{-}1,25 6-Di-O-cyclohexylidens-L-inositol (HR N._

Search

Farmula CAS !:
C15H2602 1212456375
CHH13CIZNO4S2 1008262718
C14H22N04P BRUGARITO
CHOH2TNO1T 1830795877
C10H14F208 12111017
CHEHIA0 1206882327
CEHBFNO4S T31815660
CHOH2TNO 1173188738
CZIHITINCS
CROH2ENI03 T8540618
C10H15M04 ABTTOE
CA0H160 546805
C1BHZB06 120710858

19. Browse to the files that were extracted in step 3, and then double-click the
hr msms nist#2.sdf file.

NIST26 MS/MS Library High Resolution Accurate Mass

Libraries
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Installation

Figure 5-4 hr msms_nist#2.sdf File

= Library Importer = o X
Step 1: SeleciSourceType mathod Step 2: Choose Columns Step X: Choose data Step 4: Summany

e ——— S —— e ———

Select the compounds you want to import

Salect AllL Mone Search
Library Mame Compound Formuta CAS =
High Res NIST (((Ethylsutfanyimethylsulfinylethane (HR NIST)  CSH12082 3T03207Ts -
((2R.4R)-2-((1H-Imidazol-1-ymathy(}-2-(2 4-dic... CZTHZOCIZN2O55 134071448
(38 4R} 1-{lert-Butyl}-4-(2 4-difisorophenyfipyrr. . C2BHIGF2N202 BG2281923

{(5Z,87)-11-Hydraxytetradeca-5 8-dienoyljgluta. . C19H31MOG
((Benzyloxyjcarbonyliphenylatanyiproling (HR NI C2Z2H24N205

((8}-1-Blycyl-2-methyipyrolidine-2-carbonyl}-L-g... C13IH21N306 B534007ET

(--H(TR 8R}-T-0-Acatylpolysphonn (HR NIST) C25H3208 916264205
(-1-2-Dediy-5-fluaro-3'-thiacytiding (HR NIST) CEHI0FNIOIS 143481570
{-+5-N-Acatylardesmin (HR MIST) C2BH2EN403 148441263

(-Ampeiopsin A (HR NIST) C28H2207 280561811

{-FButaciamol (HR NIST) C25HIIND 36504935

(-FCorynoidine (HR NIST) C21H25MO5 5TO06851
{-rDe-0-methyicentrolobm (HR NIST) C19H2203 30352003 a

£6233 from 26233 compounds selected,

20. Do step 14 to step 16.

21. Browse to the files that were extracted in step 3, and then double-click the
hr msms nist#3.sdf file.

Release Notes NIST26 MS/MS Library High Resolution Accurate Mass
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Installation

Figure 5-5 hr msms_nist#3.sdf File

= Library Importer

Step 1: SelectSourceType method Step 2: Choose Columns Step 3: Choose data Step 4: Summary

Select the compounds you want to import

Library Name
High Res NIST

Salect Al MNone

Compound

{-H 1R, 35-N-Boc-3-aminocyclopentanecarhaxyl.
(-}(8,8-Dichirocamphory)sullonyfjoxaziniding (.

(-a-Prenyinaringenin (HR NIST)

(-FDHMEQ (HR NIST)

{--DIOP (HR MIST)

(-+Epigaliocatechin 3-(3"-C-methyigaliate (HR...
{--GSK598809 (HR MIST)

(-}-Tavapadan (HR NIST)

(-F-ZK 216348 (HR NIST)

{ +i- Flumecinel (HR NIST)

{+i- J-Hydroxyhexamide (HR NIST)

{ +I- }-Phenzerine (HR NIST)

(. #/- hweo-4-Methyl methylphenidate (HR NIST)

12580 from 12580 compounds selected.

Formata
CTH19NO4

CIOHI3CIZNGIS
C20H2005
C1IHTINDS
CITHI202P2
C2IH20011
C22H2IFANSOS
C19H16FIN303
CH4H2IFIN2O5
C1BHISF30
C15H22NZ043
C20H23N202
C15H21NO2

Search

CAS [~ ]
161660842 -

139628162
53846507
287194405
32305080
BI048T4

1643486240

56420000
G802
150652526
210776673
a

22. Do step 14 to step 16.

23. Browse to the files that were extracted in step 3, and then double-click the
apci msms nist.sdf file.

NIST26 MS/MS Library High Resolution Accurate Mass
Libraries
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Installation

Figure 5-6 apci_msms_nist.sdf File

= Library Importer

Select the compounds you want to import

Step 1: SelectSourceType method Step 2: Choose Columns Step 3: Choose dais Step 4: Summary

e —— e S —————

623 from 623 compounds selected.

Select ﬂ Mona earch
Library Name Compound Formula CAS a8

APCI NIST (1R}-(+}- alpha.-Pinene (APCI NIST) C10H16 7785708 -
[1R,2R}-1,2-Cyclohexanediamine (APCI NIST) CHH14N2 20439478
(18,28 3R 58)-(+}-2, 3-Pinanadiol (APCI NIST) C10H1802 18680278
{2.4-Dichlorophenaxy)acetic acid (APCI NIST) CAHBCIR03 94757
(2R}-1-Mathoxy-2-propanol (APCI NIST) C4H1002 4984229
[3-Glycidoxypropy(imethyldimethoxysilane (APC...  CO9H200450 65799475
(45)-4-Mathy}- 1, 3-dioxolan-2-gne [APCI NIST) C4HBO3 51260390
(5.5'-(Propane-2,2-dy(}bis(3-hydroxybenzene-5, . C19H2406 3957220
(E.E.E E}-Squalena (APCI NIST) C30H50 111024
{SH-H1,2-Diamingpropane (APCI NIST) CIH10N2 15967723
[S)-Slyrene oxide (APCI NIST) CaHED 20780545
.alpha.,.alpha-Bis{4-aminophenyl)-1 4-dilsoprop. ..  C24HZEN2 2716101
algha. alpha '-Bis(4-hydrey-3 S-Emathylpheny. 02843402 36395570 o

[<Back_[wext>  Jcancel |

24. Do step 14 to step 16.

25. After the installation is completed, to make a backup copy of all of the libraries, click Export
> LibraryView Database Snapshot Package (*.lvs).
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Installation

Figure 5-7 Library Exporter Dialog

= Library Exporter

Step 1: Export Step & Select Compounds Step 3: Choose Columns Step 4: Save location Step 5: Summary

W

What format would you like to Export to:

Specira, ratantion times and MRM transitions

i» &

LibraryView Package (".ibp) LibraryView Database Snapshot Fackage (".ibp)

e

Libraryview Dalabase Snapshol Package (" s)

L

Specira only

i»

Libeary View Package (" .5di)

Retention times and MRM transitions (no spectra)

3

Excel File (® xksx)

Note: If issues occur with a library, then import the full library as a snapshot. This alternative
is faster than if the sdf packages are used to install all of the libraries again.
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Recommended Settings for NIST26
MS/MS Library Searches

The NIST26 MS/MS library includes spectra from different instrument platforms and spectra
merged from multiple spectra acquired at different settings for collision energy (CE). Thus,
the library search parameters must be carefully optimized for satisfactory searches. Use the
recommended values in the library search settings for the SCIEX OS software 5.0.

The figure that follows shows the default values on the Library Search tab. To do searches in the
NIST26 MS/MS library, use these recommended settings:

» Clear the Collision Energy check box to prevent false-negative results.
» Set Precursor Mass Tolerance to 0.05 Da to make the search faster.

» To adjust for the differences in relative intensity for different instruments, increase the
Intensity Factor to 10.

» If required to get better search results for lower fragment signals, then decrease the Intensity
Threshold to 0.02.

Release Notes NIST26 MS/MS Library High Resolution Accurate Mass

TPUB-CUST-16183-A Libraries
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Recommended Settings for NIST26 MS/MS Library Searches

Figure 6-1 Library Search Tab

Worktiow

v Perform Library Search

Configure the library search parameters

Filtering Options

Libraries To Search

Calculated Columns

Lihrary Ceaich . Library Search Algorithm

Candidate Search

Search All Libraries

| | High Res NisT

x Liow Res MIST
Flagging Rules APl T
Retention Time +f- N i
Formula Finder W Precursor Mass Talerance +/- | 0.0% Da Use Polanty
Mon-tar LJF.‘“:’L‘; Peaks Collision Energy +- eV Use Collision Energy Spread
¥ Advanced
EAD Kmetic Energy /- eV Use The Same Fragmentation hode
Scoring Parameters
Fragmant Mass Toberance  +/- | 0.05 Da Entensity Factor 5
fignore lsotopes In Unlnown Entensity Threshodd | 005
54:n-r'i1'|g Criteria
Results Sorted By Purity bt
Minirnal Purity 0.0 % Use Compound Specific Purity Threshald
Masmal Mumber Of Hits 5

On the Flagging Rules tab, use the recommended settings in the figure that follows.

Figure 6-2 Flagging Rules Tab

WorkiTow o R e

Wiy npmy | Claidlifofd fudes

Library Search

Apply Chualative Rl

Caloulated Columns

wF bty Erroe dppee) L
Flagaqing Rules "
= Fragevasai Wipi Ervoe ippees) q

Errar i Rysersion Teme
Formaula Finder o EDdeence otepe Ratia
Man-targéeted Paaks L Lorary Ft oo

Fermuli Finder Séoee

'

Aecapitable
DatToremcs

Configure the confidence levels for the qualitative rules, as applicable

L]
Urdicaptatii Cortunid Leotd
ECMerence ‘Weght (%]
" M 0
- W ‘2
& o %
it H
- M
L | &
LE] F] I
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Contact Us

Addresses

SCIEX AB Sciex LLC

Headquarters 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

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.

Release Notes NIST26 MS/MS Library High Resolution Accurate Mass
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Contact Us

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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