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OLOME DATABAS

WELCOME

The Golm Metabolome Database (GMD) facilitates the search for and dissemination
of reference mass spectra from biologically active metabolites quantified using gas
chromatography (GC) coupled to mass spectrometry (MS). GC/MS profiling studies
aiming at the identification of compounds from complex biological mixtures depend on
the comparison of observed mass spectra and retention times with reference libraries

such as the GMD. The GMD comprises mass spectra and retention time indices of pure
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reference substances and frequently observed mass spectral tags (MST: mass spectrum linked to chromatographic retention) of yet unidentified

metabolites.



Current Library
12/23/2023
Comments by J Little

> As of today, 2594 entries

» Structures not included

» Supplied in MSP text format

» Download the GMD 20111121 MDN35 FAME_MSP.txt

http://gmd.mpimp-golm.mpg.de/download/

» Unfortunately, they omitted masses, information noted below
» Thus, match results will be lower in the NIST search!

masses in the range 70 to 600 amu, while the ubiquitous 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.


http://gmd.mpimp-golm.mpg.de/download/

Copyright and User Restrictions

TERMS & CONDITIONS

This Golm Metabolome Database (GMD), the associated web site and any information and services provided by this site are protected by

copyright. Subsequently, the GMD and their developers shall be referred to as "the GMD".

The GMD was developed at and is maintained by the Max Planck Institute of Molecular Plant Physiology B, Potsdam-Golm, Germany.

Access to the online contents and services of the GMD is granted to all users without any limitations pursuant to the regulations stipulated

below.

Any use of the GMD for publication purposes must be properly acknowledged by citing the following publication: Hummel, J., Strehmel, N.,
Selbig, J., Walther, D. and Kopka, J. (2010) Decision tree supported substructure prediction of metabolites from GC-MS profiles,
Metabolomics. http://dx.doi.org/10.1007/s11306-010-0198-7 ¥

Academic users may download the material offered on the site for their non-commercial use, but all copyright and other proprietary notices

|

Non-academic/commercial, for-profit users may use the GMD website and online services, but any other use, in particular the download of

contained in the materials are to be retained.

any component of the GMD, requires a license agreement. To acquire a license, please contact the Max-Planck-Innovation GmbH &

(info@max-planck-innovation.de).

Without written consent by the GMD, no part of the GMD - in its original or in any way processed or reformatted form - may be re-

distributed in any way.



Creating NIST Library for Searching

» After downloading test file
» Go to NIST and select “Open” to import the spectra
» NOTE: Can also use Lib2NIST instead of these steps to create NIST Library

& NIST MS Search 2.4 - [Hybrid precursor = 186, Presearch MW=186 - 100 spectra]

1 File Search View Tools Options Window Help
Open... Ctrl+0O

P["Tt SEtUp :9651]5,13_ = @ B @ @ @
= & Print Report B

Print Auto Report

Save Configuration
Restore Configuration

Spec List
[ ljl_h}"brid-ini gro2009; ar20170504-combined_vs3.eval;
c: g g 5 ¢ _new: isi; jI_interesting; Im_finsc3; Im_lipids:
i 2J1_hybrid_backup.ini 020; orbi_5_combined_libs; w23lq_rc1:
W _2023; 1492183 total spectra

Exit




Converting to NIST Format (continued)

» Select txt file and then click “Open”

] Choose file for spectra/structures import. b
T 4 > Downloads > w C Search Downloads »
Organize - New folder =~ O 0
¥ @ james - Personal Name Date modified
» - Apps ~ Today
> Documents
-/ GMD_20111121_MDN35_FAME _MSP.txt 12/24/2023 12:23 ...
> Pictures
~ Yesterday
D dr . &l HPPSdr.exe 12/23/2023 1:37 PM
rive
ot , &l Full_ Webpack-44.11.2787-LIM278-M281_UWWL_4_1_Full Webpack.exe =~ 12/23/2023 1:20 PM
swiss teams
&l Full Webpack-51.10.6089-SJ0001 Full Webpack.exe 12/23/2023 12:53 ...
u839430 »
o v Last week
Current Trends in Seized Drugs Talk » _
KnowltAll tests . <. Long_2023-12-18.eval.zip 12/22/2023 10:53 ..
File name: | GMD_20111121_MDN35_FAME_MSP.txt v|  AlFiles () v




Converting to NIST Format (continued)

» Select “Import All”
> |IF it starts to search all 2594 entries, click Cancel”

Number of Spectra found: 2594 X

The names of spectra retrieved Import All

MOD0000_AQS7001-101200_NA_101202,98_P I
MOD0E80_A098001-101200_NA_124631,98_P

MO01213_A098002-101200_NA_12547563_P Import Options
MODODD0_AQ98003-101200_NA_113311,96_P
MOD0000_A038004-1R] 0w _NA_110582,38_P Search Options -
MOD0412_A100001-1 _NA_18383462 T
MOD0233_A100002-101w00_NA_55920.4_PR.
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Converting to NIST Format (continued)

» Go to “Librarian” tab at bottom of page, and click on it

34 A MO0O0DDO_A108001-101-00_NA_1922617 PRED_MDN35_FAME_NA
35 A MO00071_A108002-101-0c_NA_209817.64 TRUE_MDN35_FAME_Pyruvic acid (2TMS)
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Names
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Lib. Search Other Search Mames ‘ Compare Librarian




Converting to NIST Format (continued)

» Select “CTRL A” on keyboard to select all entries
» They should all turn blue to show selected

&E] NIST MS Search 2.4 - [Librarian]
! File Search View Jools Options Window Help

rBRSREEEH « %

FEO@® D X% & 8O0

# Src. Name

MO000000_A097001-101-00_NA_101802 98 PRED_MDN35_FAME_Unknown#bth-pae-001
MO000880_A098001-101-00¢_NA_124631,98 PRED_MDN35_FAME_Glycine, N N-dimethyl- (1TMS)
MO001213_A098002-101-00¢_NA_125475,63 PRED_MDN35_FAME_Propane-1,2-diol (2TMS)
MO000000_A098003-101-00c_NA_113311,96_PRED_MDN35_FAME_Baric-acid_3TMS
MO000000_A098004-101-00¢_NA_110582 38 PRED_MDN35_FAME_Unknown#bth-pae-006
MO000412_A100007-101-00¢_NA_183834 62 TRUE_MDN35_FAME_Glyoxylic acid (IMEOX) (1T
M000293_A100002-101-00¢_NA_99920 4 PRED_MDN35_FAME_Hydrogen sulfide (2TMS)
MO000515_A100003-101-00¢_NA_135215,56_PRED_MDN35_FAME_Decane, n-
MO000027_A100004-101-00_NA_139670,61_PRED_MDN35_FAME_Alanine, beta- (1TMS)
MO000836_A100005-101-00c_NA_96505,18_PRED_MDN35_FAME_Carbodiimide (2TMS)
MO000000_A100007-101-00¢_NA_135865,03_PRED_MDN35_FAME_Propargyl Alcohol (1TMS)
MO000000_A100008-101-00¢_NA_127342 24 PRED_MDN35_FAME_Cyclohexanol_1TMS
M000240_A1017007-101-00c_NA_150876,39 PRED_MDN35_FAME_Cyclopropanecarboxylic acid. ..
MO000000_A1017002-101-00¢_NA_139019,38 PRED_MDN35_FAME_Unknown#bth-pae-007
M000228_A102001-101-00_NA_156269,72 PRED_MDN35_FAME_Butanoic acid, 2-amino- (1T
MO000882_A102002-101-00_NA_152861,66_PRED_MDN35_FAME_Benzene, 1,3-dichloro-
MO000883_A102003-101-00¢_NA_152935,09 PRED_MDN35_FAME_Pyridine, 3-cyano-
MO000884_A103002-101-00¢_NA_166284 16_PRED_MDN35_FAME_Isobutanoic acid, 3-amino- (1.
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Converting to NIST Format (continued)

» Click Add to library button

£E| NIST MS Search A4 - [Librarian]
! File Search View\TIools Options Wind
3 =R R

F 0 @ 0O Xonb X0
#

Src. MName
1 A MO000000_A097001-101-00¢_N

| ol

Choose library to t-:Dp}‘ to X

> T H : _ List of libraries 0K
ype |n'a n;;*w L\ame for the library — |
» Then click “OK

2 T-octadien-4-one, Ghydrosy-2, 5-dimethyl- eval Cancel
_135libs_20211112 eval |

agro 2009

ar20170504combined_vs3.eval

bb

caymanspectrallibrany

cc_geopetro

Help

Rl type f unspecified Semi-standard non-polar w
Library Statistics

Spectra
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Converting to NIST Format (continued)

Go to “Tools” “Update List of Libraries” and select it

This will allow you to see the library within NIST search

program without having to exit

If not, it will show the NEXT time the NIST search program is

opened

Will need to add it to the libraries being searched in CIRIEIOE Soriuz) < [ pEetsey = 129 FiEsae S eE - 100 s v

window to the right \MCh e e Gptew Lnden e
SHEEE"« %
e

Might be at bottom of list initially
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! File Search View |Tools Options Window Hel 3 \
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e T bsadds
(Re)Index Accurate m/z 13 dored Lo N
(Re)Index El Hybrid Search : — MR e
1000 900 800 |poson |
(Re)Index InChlKey _ newn_2023
# Lib. DeltaM... Match
G (Re}lndex RI 1 w2 0 839 1492183 Spectra in 24 Libraries
............ . . . 2 Wz D ?94
M00J Update List of Libraries 3 ar 0 755
) o 4 dd 0 744 Spectrum search ~
5 s 0 726
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10 w2 0 653 |
1 :2 0 651 [ Cancel Help
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