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75% mcrease |n coverage from

419%mlcal structures
21,250 Replicate Spectra
13,205  Compounds with Replicate Spectra
93 Average Peaks/Spectrum
78 Median Peaks/Spectrum
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Evaluation

NIST 98.is a fully evaluated collection of
-ionization mass spectra.
ct of a ten-year effort
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correctness. This has led to thousands of
—rh—l—t—cﬁﬁ—d—dHe ections, deletions and modifications to
—pfoduceﬁwopfnflalﬂ*efefeﬁcﬁhbfary for

& compound identification by spectrum

b= matching and library searching. AIl
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Expanstoh————
A 75% increase in coverage was
accomplished primarily by theadditionof ———
complete, high-quality-speetraeither ———————
measured specifically for the library or taken
from major practical collections,
including:

-Chemical Concepts
including Prof. Henneberg’s
industrial chemicals collection
-Georgia-and- Virginia Crime Laboratories

-TNO Flavors and Fragrances

-AAFS Toxicology Section, Drug tibrary ————
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-St. | ouis llnl\/prqn‘y lJrlnary Acids

-VERIFIN & CBDCOM Chemical Weapons

Identify unknown compounds and

npfimi7pd prnr‘ndnrpc, or_search hy a wide

range of compound and spectral properties.

Maintain your own libraries, add your own

Library Building

chemical structures and search using the

- same optimized procedures developed for

NIST 98

Set up seven independently configured

lexibl .. ... windows toexamine search results and
serinterface——— . -+
i = === match your needs. Includes flexible printing

options.

— Direct transfer between a number of

Use With Your Instrument eommereial data systems and the NIST
Data Systems ~ Search Program is available.
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An updated version of the

The Software

widely used, full-featurec
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for exploring ma DE
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