
(mainlib) Geranic acid TMS
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(mainlib) 6-Methoxy thymyl tiglate
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(mainlib) Methyl ecgonine
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(mainlib) N-Desmethyl-cis-tramadol
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(mainlib) N-Desmethyl-cis-tramadol, N-trimethylsilyl-, trimethylsilyl ether
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(mainlib) Carbamazepine-10,11-dihydrodiol,3TMS derivative
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 Designer drugs

THE HYBRID SPECTRUM SEARCH

MS INTERPRETER ENHANCEMENT

• 99,400 RI Compounds

• 76,361 Compounds with both RI & MS

404,045 Retention Index (RI) Values

NEW COMPOUNDS (NATIVE AND DERIVATIZED)

 Industrial compounds Human and plant metabolites

MORE SPECTRA AND COMPOUNDS

• 267,376 Compounds

• Over 25,000 More Compounds than NIST 14 

306,622 Electron Ionization (EI) Spectra

N-Desmethyl-cis-tramadol

Geranic acid TMS

6-Methoxy thymyl tiglate

Carbamazepine-10, 
11-dihyrodiol,
3TMS derivative

Methyl ecgonine

N-Desmethyl-
cis-tramadol,
N-trimethylsilyl-,
trimethylsilyl
ether

http://chemdata.nist.gov

New ‘lasso’ function

INCHI STRUCTURE SEARCH

Compare replicates within and between libraries

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

Specify structure for mass calculation

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

 Contaminants  Much more

Reference to commercial software does not imply endorsement by NIST.  
All trademarks are property of their respective owners.
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