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THE SCIENCE OF WHAT’'S POSSIBLE."

Waters METLIN MS/MS Library for Progenesis QI Software

Confidently identify metabolites in complex samples with the original
and most comprehensive MS/MS database

STREAMLINE YOUR LIBRARY SEARCH CAPABILITIES

Compound identification is a critical component to any untargeted metabolomics experiment
aimed at understanding the global metabolic changes that can occur in a biological system.
The confidence level in identification is directly dependent on the quality of the database used.

The Waters® METLIN™MS/MS Library is now available as a plugin for Progenesis® Ql opening up
fast, batch searching of metabolomics data against the original and most comprehensive MS/MS
metabolite database. The Waters METLIN MS/MS library consists of metabolite MS/MS data
specifically generated for Waters QTof instruments in both positive and negative ion data.

METLIN is the largest MS/MS collection of data and is suitable for a wide range of metabolomic
studies including health sciences, food research and environmental analysis. It includes molecules
ranging from lipids, steroids, plant & bacteria metabolites, small peptides, carbohydrates,
exogenous drugs/metabolites, central carbon metabolites and toxicants. Data from over 14,000
metabolites have been collected and another 200,000 molecules have in silico MS/MS data.

T ———

METLIN search parameters

Define a set of METLIN parameters that can be saved for later
reuse. Learn more in the online reference.

Identify Compounds
Select yvour ideptification method: Marme:
[  METLIN™ MS/MS Library - Default
@ About this method | % Download others Search tolerances

Precursor tolerance: 12 ppm

1 Filter the compounds

Using the list below, filter the compounds to Fragment tolerance: 12 ppm ¥
show only those you want to identify.

Fragmentation filters

2 Chose search parameters

Select your METLIN search parameters or create Fragmentation type: |I”'5i“50 or empirical  ~ |
a new parameter set:
[Defaul.t v] [ Edit - — Composition filters

Elemental composition: I Define ranges... |

3 Search for identifications ) C: 0-100 H: 0-150 N: 0-10 O: 0-30 P: 0-2 5: 0-2
After searching, identifications will be assigned

to the relevant compounds automatically.

Search for identifications [Savesearch paramehersl [ — ]

Figure 1. To identify compounds in Progenesis QI, simply select METLIN Library and enter the desired parameters for the search, including precursor
and fragment ion tolerances and optional filters for fragmentation type and elemental composition.
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|dentify Compounds Compound 5.18_179.0949n @ Help ~
Select your identification method:

l &, METLIN™ MS/MS Library v]
@ About this method | ¥ Download others

Measured

1 Filter the compounds
Using the list below, filter the compounds to
show only those you want to identify. |

|
2 Chose search parameters |

Select your METLIN search parameters or create

a new parameter sef:

[Defautt - [ edt -]

Database

3 Search for identifications
After searching, identifications will be assigned
to the relevant compounds automatically. . " " . . " " "
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Search for identifications miz

Legend: @ Matched fragment @ Unmatched fragment

Tag filter applied
compounds may be hidden Possible identifications: 16

Compound Accepted D Tag |~ i CompoundID Description Adducts  Formula Retention time | Score | Fragmentation score | o
© 650_270.1040n d 263635 N-Acetyltyramine M+H-H... | CioH1aNO2 504 555

© £.22_308.0856n by ¢ 94210 1,2,345,6-Hexahydro-5-(1 M+H-H. | C1HiNO; 463 349 A
© 518_151.0637n 5] 86924 Maltoxazine M+H-H.. | CioHiNO; 454 301 o
c 89519 Ethyl N-methylanthranilate M+H-H.. CioHiNO: M1 26

© 2.95 31414360 P i | 58029 2[N)-Methyl-norsalsalinol  M+H-H... CioHisNO: 418 122

© 281 151.0639n 3 44804 salsolinol M+H-H_ | C3oH1aNO; 414 104

© 367 368.1012m/z & 58297 (R)-Salsolinol M+H-H... | CoHiNOz 414 101

© 408.235.1822m/z - " 84562 2,3-Dihydro-5-(3-hydroxyp M+H-H... | C1oH1sNO2 413 9.86

#7103 163.0408md 9 © | 68152 Fusaric acid M+H-H... C1oHisNO: 201 4

© 2112 1210230 S I P P N-methylphenylalanine  M+H-H_ C3oH.GNO; 01 38 .

20 of 21 filtered compounds have been identified. L L

[ Clear compound identifications. =) Section Complete (3)

Figure 2. Compound identities returned in Progenesis QI from a human urine sample that was spiked with an analgesic mix. Identified component is phenacetine
with a search score of 51.6 with experimentally measured spectra uppermost and database spectra lowermost on the mirror plot.

With the Waters METLIN MS/MS library, metabolomics researchers now have the ability to easily search a comprehensive
MS/MS compound library directly from within Progenesis Ql, easily identifying more components in their samples with
greater confidence. This local copy of the Waters METLIN library is fast to search and is an excellent addition to the wide
range of compound databases already available for Progenesis Ql.
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