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Simple Search (New METLIN Feature).  Simple Search allows 
users to select different adduct(s) as targets for the database 
search.  Also it provides users to select tolerance between Dalton 
(Da) and parts per million (ppm).  The result list will be ordered by 
!ppm. 

SIMPLE SEARCH  !

SPECTRUM SEARCH  !
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Collision Energy!

Retention Time!

Spectrum Search  (New METLIN Feature).  Spectrum Search 
allows users to upload MS/MS data with multiple spectra (e.g. 
Auto MS/MS) in standard formats (mzXML or mzData), which are 
then automatically matched against the database using the 
recently published X-Rank algorithm2.  Search can be performed 
with or without precursor ion match (similarity search).  From the 
spectrum, the matching peaks are highlighted.  This facilitates 
identification of both known and unknown metabolites. 

METLIN DATA 

USER DATA 

http://metlin.scripps.edu ! CLICK METLIN β Version!
FRAGMENT SEARCH!BATCH SEARCH!

FRAGMENT SEARCH  ! NEUTRAL LOSS SEARCH  !

METABOLITE INFORMATION!

Batch Search (New METLIN Feature).  New Batch Search offers 
users to search features for different adduct(s) as targets for the 
database search with multiple masses.  From the result list, users 
can download the data in CSV format for easy import to Excel to 
re-sort data as users need to identify and classify the known and 
unknown metabolites. 

Fragment Search  (New METLIN Feature).  Users are able to  
use the newly introduced Fragment/Neutral Loss Search, where 
users can manually search the MS/MS library by specific MS/MS 
fragment masses.  Fragment structures are predicted using in-
silico fragmentation3.  This permits characterization of chemical 
functional groups for unknown metabolites (i.e., metabolites 
currently not in the METLIN database). 

Spectrum Search  (New METLIN Feature).  From the uploaded 
data, the user can use Fragment Search to search the MS/MS 
library by specific MS/MS fragment mass by clicking the peak of 
interest with defined tolerance (ppm) and polarity mode to find the 
predicted fragment structure from METLIN.  This feature is very 
convenient for users since the user can search the fragment 
structure with one click. 

Select 2 Peaks 

Neutral Loss!

Neutral"
Loss"

NL"

Neutral Loss Search  (New METLIN Feature).  Users can change 
mode to Neutral Loss from the uploaded data, and search the 
possible neutral loss from the mass analysis by selecting 2 peaks 
with defined tolerance and polarity mode. 

Metabolite information.  There are many enhanced features 
available in the metabolite information page, such as searching 
research papers at pubMed or ISI Web of Knowledge to find the  
relevant papers that are studied or related with this specific 
compound.  METLIN offers a new interactive MS/MS spectrum 
chart using Highcharts4, which offers zoom functionality and 
overlays detailed information such as   m/z, intensity, and 
predicted fragment structure. 

(1) Smith, Colin et al. (2005) METLIN A Metabolite Mass Spectral 
Database.  Ther. Drug Monit. 27: 747-751. 

(2) Mylonas, Roman et al. (2009) X-Rank: A Robust Algorithm for 
Small Molecule Identification Using Tandem Mass Spectrometry.  
Anal. Chem. 81: 7604-7610. 

(3) Wolf, Sebastian et al. (2010) In silico fragmentation for computer 
assisted identification of metabolite mass spectra. BMC 
Bioinformatics. 11:148 

(4) Highcharts  Interactive JavaScript charts for your web pages. 
http://www.highcharts.com/ 

References 

Preliminary Data   

Currently METLIN contains 
Total Metabolites: 25,000 
Total Metabolites with High Resolution MS/MS: 2,600 
Total MS/MS spectra: 14,000 


