




The NIST ‘08 Database can be browsed and searched using the included NIST MS Search software (below).

Features:
•• Browsing: Browse all spectra in the NIST Database or user created databases. Data include MS peaks, 

structures, formulas, CAS registry number, synonyms, estimated and measured GC retention indices, and GC 
column data.

•• Spectral searching: Given user provided (unknown) spectra, search for the best matching spectra in the NIST 
or user libraries. Searches may add a variety of constraints (name, elements present, common compound, etc.). 
Searching is also possible from various mass spectral data systems from Agilent, Thermo Finnigan, Varian, and 
others.

•• Structure searching: Find all chemical structures similar to the structure of the search spectrum, using the 
structural data from the NIST MS database or from user structures drawn in most chemical drawing packages.

•• Datasystem interfaces: Directly transfer data between a number of commercial data systems.
•• Compare views: Visually compare two spectra in a variety of ways.
•• MS/MS browsing window and MS/MS library: The MS/MS identity search is a new type of search for 

searching for MS/MS spectra in MS/MS libraries.

NIST MS Search Software showing comparison of caffeine spectra (top) with list of Database
matches sorted by probability (lower left). Spectra can be compared side-by-side (center),
and data on spectra compounds can be examined (upper and lower right).

NIST MS Search ProgramNIST MS Search Program
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NIST Mass Spectrum InterpreterNIST Mass Spectrum Interpreter
NIST ‘08 also includes a Mass Spectrum Interpreter utility to assist the evaluation of mass spectra. You can

examine neutral losses, isotope patterns and possible chemical formulas, along with computer-assisted
chemical structure/spectra analysis.

Features:
•• Spectrum-structure consistency:After 

importing a structure and a mass spectrum, each 
peak is marked as either consistent or inconsistent 
with fragmentation rules, and molecular formulas 
of consistent peaks are highlighted.

•• Neutral loss analysis: Examine fragmentation 
stating from the molecular ion or any secondary 
ion.

•• Isotopic cluster analysis: Calculate theoretical 
isotopic profiles and compare with spectra.

•• Chemical formula for each peak: Rapidly find 
possible elemental formulas for any peak or 
neutral loss in a spectrum.

•• Interfaced to the NIST MS Search software.

NIST ‘08 also bundles the AMDIS utility, which extracts the spectrum of each component in a mixture 
analyzed by GC/MS or LC/MS and identifies target 
compounds.

•• GC/MS deconvolution: Preprocesses GC/MS or LC/MS 
data, 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 user-selectable degree or confidence. 
Identification can be aided by internal standards and 
retention times.

•• Interfaced to the NIST MS Search software.

For Additional Information Please Visit Our Web Site At  http://www.sisweb.com/nist

Automated MS Deconvolution and
Identification System (AMDIS)
Automated MS Deconvolution and
Identification System (AMDIS)

Part No. Description Price 
641010 NIST 08 Library & Search Program, Standard Version
641010UG NIST 08 Library & Search Program, Standard Version (Upgrade)
641010HP NIST 08 Library & Search Program, Agilent ChemStation Version
641010HPUG NIST 08 Library & Search Program, Agilent ChemStation Version (Upgrade)




