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Upgrading METLIN: Web applications for identification and classification of known and unknown metabolites
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Batch Search (New METLIN Feature). New Batch Search offers Fragment Search (New METLIN Feature). Users are able to - - - 2

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).
Appm.

The result list will be ordered by

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.

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 fragmentation®. This permits characterization of chemical
functional groups for unknown metabolites (i.e., metabolites
currently not in the METLIN database).
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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.
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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.
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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.

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 Highcharts, which offers zoom functionality and
overlays detailed information such as m/z, intensity, and
predicted fragment structure.

Preliminary Data

Currently METLIN contains

Total Metabolites: 25,000

Total Metabolites with High Resolution MS/MS: 2,600
Total MS/MS spectra: 14,000
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