NIST 17

What is this mass spectrum?
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Identify it with NIST 17, the world’s
most widely trusted mass spectral library!
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Improvements since 2014

¢ Increased coverage and quality in
all libraries:

e Nearly 3x increase in MS/MS
spectra.

¢ 30,000+ new EI spectra

¢ 16,000+ more compounds with
GC & retention index
citations

e Improved search software (v. 2.3)

e New search methods and algo-
rithms, such as our new “hy-
brid” search type for MS/MS
and EL

e See back for details.
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Upgrade discount for any previous
version. Agilent format option.

Compatible with most mass spectral data systems,
including Agilent ChemStation/ MassHunter,
Thermo Xcalibur, Waters MassLynx, Shimadzu
GC/MS Solutions, and others.

NIST 17 contains nearly a million mass spectra:

306,000+ electron ionization (EI) spectra for 267,000+ compounds.
652,000+ tandem MS/MS spectra:
176,000+ ion trap spectra for 120,000+ ions of 14,000+ compounds
475,000+ collision cell spectra for 39,000+ ions of 14,000+ compounds

NIST 17 also contains search software to match
your spectra against spectral libraries.

Each spectrum has corresponding information, such as
* chemical formula, structure, and mass
¢ chemical names, synonyms, CAS#, InChiKey (PubChem)
* GC method and retention indices if applicable (72,000+ in EI library)

Quality, broad coverage, and accessibility
— these are what the NIST MS Library is
known for, a product of a three decade,
comprehensive evaluation, where each
spectrum is validated for correctness by a
team of experienced mass spec-
trometrists.

Additional utilities bundled with NIST 17:

AMDIS - extracts noise-free compo-
nent spectra from GC/MS data files
and can library search them with
NIST MS Search

MS Interpreter - assists in analysis and
interpretation of mass spectra (New
Version)

www.sisweb.com/nist

Scientific Instrument Services, Inc.”




The included NIST MS Search Software allows browsing and searching the EI MS, MS/MS, and GC libraries.

Given a user provided (unknown) spectrum, library search for the best matching
spectra in the NIST and user libraries. Matches are ranked. Searches may add a
variety of constraints (name, elements present, structural similarity, etc.).
Searching is also possible from most mass spectral data systems, including
Agilent ChemStation/MassHunter, Thermo Xcalibur, and others.
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The GC library contains 404,045 citations of retention indices (Kovats or
Lee) RI and GC methods for 99,400 compounds (72,361 in the EI library)
with structures, covering both polar and non-polar columns. When
available, this data is displayed with the spectrum search results. RI values
can now be displayed in the hit list and used for scoring.




The MS/MS library contains 652,475 tandem spectra from ion trap, TOF, HCD, and tandem QQQ collision cell in-
struments, most acquired under electrospray. Spectra can be browsed by mass, formula, and energy from the MS/MS
tab or library searched against your own spectra or search criteria. Details on experimental conditions on each library

spectrum are displayed.

& NIST MS Search 2.3 - [MSMS Library] - o X
E file Search View Tooks Qptions Window Help - F b
& MW=120 ~
& MW=121 1 ]
& Mw=122
i C4H10028
& C4H1004 i
i CAHIDAOY
 CEHIICIN
& CBHENZO
5 CTHIONZ
& CTHE0Z
= CaH100 5102
& 2Phemylsthanol
MSZ: P 105.0699; CE 105
MS2; P 105.0899; CE [ |
g ; e
a frust_mama) 2- [MeHH20}+ QTOF 23V P=105.1
MSZP10S0608.CE o
MS2: P 105.0899; CE mcﬁ'ﬂ"“’m ot
MS2P1050669,CE | M. 122 Gt Mass 122073165 CASH, 6128 ST 1065302 [0 25235 0 o s
il | —
% Dotes & ‘added_Vial_|D=1234
uS2P 1050698,CE | Peamerhen fiotH20N
MS2P1050600;CE | Sessiamima.
Ms2 piososso;ce | Pmamm AR
MS2P 1050899.CE | [stment Agkent QTOF 6530
MS2P1050600,CE | R ia droctfow
MS2P1050699.CE | mure volage: 150
& 2-Methyloenzyl alcohol sz)
# 1-Phenylethanol Romoda. F
- 3-Methyinenzyl aicohol InhiKey: WRAMNZCZEMHIOCP-UHFFFAOYSAN Nonsterso
& 4-Methyizenzyt alconol E
& 3-Ethylphenol 2 Phanathyl siconol
& CIKO3 v
£ > PlotText Kot ]

Lb. Search | Coher Search |

m]cﬂnlw--(w

For Help, press F1

The Mass Spectrum Interpreter utility assists in the
evaluation of mass spectra. You can examine neutral losses,
isotope patterns and possible chemical formulas, along with
computer-assisted chemical structure/spectra analysis.
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The NIST AMDIS utility integrates with NIST MS Search for

e GC/MS deconvolution: Preprocesses GC/MS or LC/MS

data files, automatically reconstructing spectra from
complex mixtures. Selected compounds can then be sent
to the NIST MS Search software for library searching.

Chemical Identification: Can also act as a “black box”
chemical identifier, displaying all chemical identifications
that meet a wuser-selectable degree of confidence.
Identification can be aided by internal standards and
retention times.



All libraries have undergone substantial enhancements in the 2017 release.
* EIMS Library: 30,000+ new El spectra. Expands cover-

age of metabolites and designer drugs, as well as the ap- 2017 306,622 652,475 404,045 v.23

plication of new computer-assisted evaluation methods 2014 276,248 234,284 387,463 v.2.2
for removal of low quality spectra. 2012 121,586

2011 243,893 95,409 349,757  v.2.0g

e MS/MS Library: Nearly 3x increase in the MS/MS li- 2008 220,460 14,802 224,038 v.2.0f

brary. Spectra include metabolites, peptides (biologically 2005 190,825 5,191 121,112 v2.o0d

active peptides and all di-peptides and tryptic tri-pep- 2002 179,948 0 0 v-2.0a

tides), contaminants, metabolites, lipids and more.

* GCRI Library: 16,000+ more compounds have GC data method and retention indexes.
Updated software - some major new features include

* MS/MS Searching
¢ New HiRes MS/MS Hybrid search type uses the logic of normal searching and the logic of neutral loss searching to find many
more similar compounds in the hit list (requires a precursor mass).
¢ AnyPeak search: New accurate mass peak and loss types.
e MS/MS Precursor m/z search
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e Improved algorithms for scoring high mass accuracy
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searches that account for sparse spectra. iy
e User interface enhancements. (Re)index Exact Mass (Re)index El Hybrid Search  (Re)indexRI ' e .1.0“"'
¢ New version of MS Interpreter software. L o o T T | D
* See “What's New” on our web page for additional details.
Visit http://www.sisweb.com/nist for more details, to contact us, or to order online.
Part No. Description
941010 NIST 17 lerarv & Search Pngram, Standard Vers ion
941010HP NIST 17 L|brary & Search Program Ag|lent Format Ver3|on
41010HP NIST 17 Libr: rch Program, Agilent Format Version rade)
41010MF NIST 17 Libr: rch Program, Multiformat/Shimadzu Version
941010MFUG NIST 17 Library & Search Program, Multiformat/Shimadzu Version (Upgrade)
4101 NIST 17 Libr: rch Program, GC RI Only
941010MSMS NIST 17 Library & Search Program, MS/MS Only

Upgrade discount available for users of any previous version of NIST MS.

Scientific Instrument Services, Inc.”
1027 Old York Rd. Ringoes, NJ 08551-1039

Phone: (908)788-5550  www.sisweb.com/nist us@sisweb.com






