ADAP-KDB
Matching to a custom library
Upload library to ADAP-KDB

Step 1.1. From the GOLM website (http://gmd.mpimp-golm.mpg.de/download/), download a library file and change the file extension from .txt to .msp
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Step 1.2. At https://adap.cloud, first login to your ADAP-KDB account. Click on the Log-in / Sign-up in the left menu and input your username and password. If you don’t have an ADAP-KDB account, first click on Register and follow the instructions.
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Step 1.3. Upload a GOLM library file by clicking Upload Files in the left menu. Select GC as the Chromatography Type, click Choose Files, and select the GOLM file in the opened window. In order to read formula, retention index, InChI, and other fields from the GOLM file, you need to click the button Edit Metadata Fields and input the field names in the MSP column. The entered metadata fields should match exactly the ones used in the .msp file. (See the screenshot and the GOLM .msp file side-by-side). Click the “Upload” button at the top right corner.
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Step 1.4. Save the library to your account. When you save the library, you can specify its name, ID, description, and URL link. IMPORTANT: to be able to search against this GOLM library, you need to change the switch “Public” to “Private” (makes the file spectra available only to the current user) by clicking the “Public” button, and change “Study” to “Library” by clicking the “Study” button. This change will makes the GOLM spectra available for searching against. Finally, click the Submit button.
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Step 1.5. You can check that the file is saved into your account by clicking Account in the left menu and selecting the tab Libraries. The uploaded library should be displayed there.
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Search against the GOLM library.

Step 2.1. Upload another .msp file with mass spectra. See Step 1.3 for details on uploading files to ADAP-KDB. 

Step 2.2. After the file is uploaded, click the button Search / Search for Similar Spectra in the top-right of the current page. You’ll see the Search Parameters page. On the first tab (Libraries), select the libraries that you want to search against, e.g. the GOLM library. On the third page (Parameters), select search parameters. Leave parameters blank to use the default values.
· Score threshold – only matches with the score above the threshold will be included into the search results. The default value is 500.
· Retention Index Tolerance – The difference between Retention Index values should not exceed this tolerance. The default value is 40.
· Retention Index Match:
· Ignore Retention Index – Retention Index isn’t used when matching spectra;
· Penalize matches without Retention Index (Strong, Average, Weak) – The similarity scores for the spectra without Retention Index match will be multiplied by 0.5, 0.7, and 0.9 respectively.
· Always match Retention index – Only matches with the retention index within the tolerance will be included into the search results.
· m/z tolerance – The tolerance used when matching m/z values in the query and library spectra. For the unit-mass-resolution spectra, this tolerance can be anything between 0 and 0.5. The default value is 0.01.
· Matches per Spectrum – maximum number of matches returned for each query spectrum. 
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Step 2.3. Finally, click the Search button. The search will start and its results will show up on the next page. After all spectra are matched (i.e. the progress bar reaches 100%), you can export the search results by click the Export button. You can also visualize the matching results by clicking on a particular “Id”. Each query or library spectrum can also be visualized by clicking on the spectrum name in the “Query” or “Match” column.
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DOWNLOAD THE GMD MASS SPECTRUM REFERENCE LIBRARIES

We permit the download of the GMD mass spectral reference library under these terms and conditions. Various electronic file formats listed
below are supported. The differently formatted libraries are constituted by base peak normalised consensus spectra of single analytes and
contain masses in the range 70 to 600 amu, while the ubiguitous mass fragments typically generated from compounds carrying a trimethylsilyl-
moiety, namely the fragments at m/z 73, 74, 75, 147, 148, and 149, were excluded. Please use the column headers to sort the table according
to the given attributes.

File Name Date Column Variant File Type
GMD 20111121 MON35 ALK JCAMPtt 20111121 MON35 ALK JCAMP 4,937,676
GMD 20111121 MDN35 ALK MSLtxt 20111121 MON35 ALK MsL 8,133,509
GMD 20111121 MON3S ALK MSPbxt 20111121 MON35 ALK Msp 5,533,444
GMD 20111121 MON35 ALK TFUIB.bt 2011-11-21 MDN35 ALK TFUIB 2,984,188
MD 20111121 MON35 ALK TFTARGETXt 20111121 MON3S ALK TFTARGET 3,062,532
GMD 20111121 MON35 ALK TFTRANS.t 20111121 MON35 ALK TFTRANS 219,130
GMD 20111121 MDN35 FAME JCAMPb 20111121 MON35 FAME JCAMP 4,937,676
GMD 20111121 MDN3S FAME MSLbxt 20111121 MON35 FAME MsL 8,166,567
GMD 20111121 MON35 FAME MSPixt 20111121 MON35 FAME Msp 5,566,502
GMD 20111121 MON35 FAME TFLIB.bt 2011-11-21 MDN35 FAME TFUIB 3,016,444

28 file(s) in total.

M 4 Page[l_Jof3 b M

DESCRIPTION OF THE ATTRIBUTES

+ Column Variant
= VARS - 5%-phenyl-95%-dimethylpolysiloxane capillary colurmn.
. MDN3S - 35%-phenyl-65%-dimethylpolysioxane capillary column.
« RIVariant
ALK - based on 9 n-alkanes (C10-Cag)
= FAME - based on 13 faty acid methyl esters (Cg ME-C3o ME)
« File Type
o MSP - a fll format for direct import nto the NIST/EPA/NIH Mass Spectral Librory.with Search Program 2.
» MSL - a file format very similr to the MSP formt.
= JCAMP - Joint Comittee on Atomic and Molecular Physical Data.

o TFLIB - TagFinder Library
o TFTARGET - TagFinder Target File
© TFTRANS - TagFinder Transiation File
o Targe -a roza et.al (2009) Terg package for the efficient preprocessing of GC-MS metabolite profiing data, BMC
oformatic, 10, 428, G0 10166/ 1471:2105-10-428 8.
« TagFinder:

 The Tageinder software ¢ performs a non-biased, multi-parallel analysis of GC-EL-TOF-MS metabolite profiles starting from chromatogram files and ending
with a data matix. This resulting data matrix can be used for the non-biased search for metabolic markers and metabolite identification within complex
profiing experiments.

o Luedemann, A, Strassburg, K., Erban, A. and Kopka, ). (2008) TagFinder for the oy analysis of gas e ry (GC-MS)-
based metabolte profing éxperiments, Bonformatics, 26, 732-737, bit: .ot 0ro/ 10,1093/ blinformatics/bn023

ExceL Seecraum Viewer

SpecView 1.0 is an Microsoft Excel™ plugin developed by Jan Hummel

and Jan Lisec (Bioinformatics group @ at the Max Planck Institute of
Molecular_Plant_Physiology @ in Potsdam@, Germany). SpecView

intends to facilitate the presentation of deconvoluted GC-MS Spectra
in Microsoft Excel™. Selected MS-Spectra (format: '87:100 103:78')
will be normalized prior to drawing. The Grid can be specified in text

boxes! Activating one or several (up to 3) cells containing such mass-
intensity pair strings will open a drawing window containing the

respective mass spectra. The Module is based on a framework

developed by Andy Pope.
http://www.andypope.info/vba/userformdraw.htm &. You can import

the certificate in order to avoid the security warning in Excel. Enjoy.
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