
NIST MS Analysis Tools
For EI and Tandem Spectra

THE HYBRID SPECTRUM SEARCH – HUGE EXPANSION OF CHEMICAL SPACE

MS INTERPRETER – 2019 VERSION – MAJOR UPDATE
FRAGMENTATION ANALYSIS FOR GC/MS AND LC/MS
CLICK ON A PEAK, SEE ITS ORIGIN OR ISOTOPIC ENVELOPE

http://chemdata.nist.gov

New ‘lasso’ function

Shift peaks to match spectra for compounds that differ by an ‘inert’ chemical 
group. Both original and shifted peaks shown to aid structure analysis. 

Can greatly increase 
the number of 
matching 
compounds, aiding ID 
and fragmentation 
interpretation

EI (unit mass)
90+ reaction classes

Tandem (MS/MS) 
Selectable mass accuracy

30 reaction classes
Uncertain peaks highlighted

Formula
Isotope calculation

Direct  link to NIST MS Libraries
Shows chemical origins of peaks

Rates based on thermochemical estimates
Many options

Lipids, amino acids, carnitines, nucleic acids, drugs, …
Compensates for larger search space and smaller 

library size of ESI generated ions

Identifies ‘Dark Matter’ in LC/MSEI – Major Advance in ‘Mature’ Area

Derivatives, designer drugs, pesticides, botanicals, 
among many more classes. MW estimate required

A large fraction of 
compounds in 
biological fluids are 
members of a small 
number of classes: 
ideal for the hybrid 
search

Shown to increase identification rates from 12% to >90 %  in Urine and Plasma



http://chemdata.nist.gov

GC/MSMetabolomics/Tandem

Proteomics


	Slide Number 1
	Slide Number 2

