
• 216K RI Compounds with EI,  >35 K Increase

• AI-RI Estimates for All Compounds

527K  Retention Index (RI) Values

• 382,180 Compounds, 49,097 Replicate Spectra

• 35 K More Compounds than NIST 23

431K Electron Ionization (EI) Spectra

NIST/EPA/NIH EI-MS Library
2026 Release 

35K NEW NIST MEASURED/EVALUATED COMPOUNDS

Piperitol with TMS/Me Derivatives (TFA, Acetyl not shown)
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Collections

RI Averages

AI-RI Estimates

RI Measured

COMPOUNDS SELECTED FOR ANALYTICAL RELEVANCE

FULLY EVALUATED WITH DERIVATIVES, RETENTION INDICES & CLASS INFORMATION

Compound
Data

Select Columns
Mass Difference,

Reverse Score, 
Probability, …

COMPOUND/SPECTRUM LOOKUPHIT LIST

PFAS Alcohol

PFAS O-TMS

Amber Aroma I

Amber Aroma II

TotalNewCitation

8583355Wikipedia

961275EPA PFAS

556408341PubChem Lite

3725304CHEMBL

9400396TSCA

11898556Human Metabolite DB

6925181KEGG

5459461Protein Data Bank



http://chemdata.nist.gov

NIST EI Library Software
2026 EI Release 

EI MS ANALYSIS TOOLS

FOR COMPOUNDS NOT IN LIBRARY

& FOR ID CONFIRMATION

Hybrid Search

NISTMS

FULL FEATURED MS LIBRARY

SEARCH/DISPLAY PROGRAM

MULTIPLE SEARCH METHODS,   
DISPLAY MODES & DATA TYPES

NIST Website
chemdata.nist.gov

FREELY AVAILABLE DATA AND SOFTWARE

MS Interpreter

CONNECT PEAKS TO PLAUSIBLE

FRAGMENTS (IN RED)

6 VIEWS: SPECTRUM SEARCH, FEATURE

SEARCH, COMPARE, NAME/SPECTRUM, 
LIBRARIAN, CHROMATOGRAM

Query spectrum list

Score Histogram

Hit List –multiple values

Query spectrum

Query/Library Compare

Library Spectrum

Replace or InsertDMass
H->D, C->C13, NH->O,CH->N1
CH2->O, C=C->C-C2
CH2->C=CH212
X-Y->X-CH2-Y14
X-Y->X-O-Y16
NH->S17
H->F18
X-Y->X-CO-Y28
H->CH3O-H30
X-Y->X-S-Y32
H->Cl34
Phenyl->Naphthyl50
H->Phenyl76
H->Glucose162

FINDS ‘MODIFIED’ LIBRARY IDS

AND MASSES OF MODIFICATIONS

WITH THEIR SHIFTED PEAKS

RI AND FORMULA ESTIMATION

CONFIRM ID
COMPUTE FRAGMENT MASSES

CONNECT PEAKS TO STRUCTURES

‘PURIFIES’ 
SPECTRA AND

CONNECTS

TO NISTMS

AMDIS

DELTA MASS => CHEMICAL FORMULA

6 Tab Views
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Full GC/MS Chromatogram 
Analysis by NIST EI Library

Hit List with Optional 
High Level of Detail

All MS2, Color Coded IDs, 
Zoom/Rezoom Display

Query and Best 
Library Match

Send to MS Interpreter 
for Spectrum Analysis

Easily Re-examine Results

Quick Filtering

AMDIS DECONVOLUTION

LOW AND HIGH RESOLUTION

MULTIPLE DATA FORMATS

USE EXTERNAL LIBRARIES

HYBRID AND OTHER SEARCHING

MULTIPLE SORTING & FILTERING

EXPORT TO SPREADSHEET

MANY DISPLAY OPTIONS



High Resolution GC/MS with AMDIS Deconvolution

Hybrid Search - high or low resolution

dMass = 28
dForm = C2H4

Original Score = 700 –> Hybrid Score = 956

MS Interpreter - high or low resolution Extensive Data


