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After the Galaxy workflowdmetabolomics process for GCMS data you can download a
peakspectra.msp file that can be searched against NIST MSSEARCH program on your GCMS

computer.

To do so, follow this SOAP.

1- Download your peakspectra.msp file from galaxy website

Click on the floppy to

start download

l |5?5:m Jog.txt

@ #F K
574: rungc RData @ &SR
573: peakspectramsp @ 4 %
954 lines

format: tat, database: ?

zip error: Nathing to do! (runge.zip)
Loading required package: CAMERA
Loading required package: Biobase
Loading required package:
BiocGenerics

Loading required package: parallel

Attaching package. 'BiocGenerics'

The following objects are masked

from '

Name: Unknown 1
DB.1idx: -1

rt: 1e.1o04
Class: Unknown
rt.sd: 8.8816

Num Peaks: 82

el

2- On your computer search for the program called nistms.exe (generally located on
c:/NISTxx/MSSEARCH/ folder on the GCMS computer) and start it

i
[NISTSIEXE)
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3- On the menu: File>Open... and select the peakspectra.msp

@ Choose file for spectra/structures import.

===

ﬁ! ecta_GCMS_concentratel . msp

< [

Regarder dans : | R_HOME j [y '

Nom Mud\f\élé Type i

[i5 ecto short.msp 09,/04/2015 11:19 Correctif Win =

ﬁ!FrnmmetaMS.msp 16/02/2015 11:28 Correctif Win

ﬁ! ecto_GCMS_FreshWater.msp 08/02/201510:24 Correctif Win

ﬁ! ecto_GCMS_SES.msp 22/01/2015 14:52 Correctif Win
22/01/2015 14:51 Correctif Win -

3

Mom du fichier |ecto_short.msp

Types de fichiers : |NIST Text (*.MSP)

™ Quvrr en lecturs seule

j Annuler

4- Then Open and import a

Number of Spectra found: 3

=)

#
1

2
3

The names of spectra retrizved
Urnknown 1
Unknown 2
Urknown 3

Import All
Import Options
Search Options

Cancel

Help

5_
Results

The database search start automatically (or click on overwrite button)

] NIST MS Search 2.0 - [Quick, Penalize, Presearch Default - InLib = -194, 68 spectra] | S T— — = —
5 File Search View Tools Options Window Help =%
& SLAERBE « 7
@[3 || 82 [1 Unknown 2 =@ [ @ =Y

# Src. | Name 1004 73 16 MName: Unknown 2 -
Eormula:
1 A Unknown 1
5 e 147 LW N/A CASE: N/ANISTZ: N/AID#: 150 DB. Text File
3 A Unknown 3 50+ ? Olner DBs. Mane
* 10 largest peaks: E
190 116999| 73999| 147631| 117387| 1
59 100
Lol ‘l 132 | 1sg 172 | 200 218 23 75147| 59141| 118129 74125] 1
et bt el ey s
50 70 90 110 130 150 170 130 210 230 %5
(Text File) Unknown 2 sz
PlotiText of Search Spectrum FiBtTaxt of Spes Lt
73 116
100
147
I\ Names £_Stustres 7 Spec List 50
= a
lomd_20111121_mdn35_alk; repli; libr_gp; nist_ri; 46636 total spectra oL % s |7 g0 85 ms 100 | 133 a2 | 4ss 172 1“0 200 213 233
100 50 53 6670|7579 86 94 100 T 128 134 1]ﬂ 174, 130 218
50-
73
bl 18
10 ¢ T T T T T T T T T T T T T T T T T T T T
50 80 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240
[= Unknown 2 ~ FAlanine, WA X ester
Head to Tail St FTSETERTETF
4
116 Name: I-Alanine, N-(trimethylsilyl)-, trimethylsilyl ester -
1000 200 300 700 500 500 400 | 1004 Formula: CgHz3N02Si2
- 233 CAS# 27844-07-1 NIST#. 153056 ID#: 15453 DB replio
# Lib. | Match | RMatch Prob. | Name ol GaHa3NO2Si Other DBS. None |
al R 813 818 78.7  lAlanine, N-(trimethyls Contributor: Chemical Concepts 1
|., R I-Alaning, N-(trimethyls 147 10 |argest peaks:
2 R 764 831 161 Bis(rimethylsilyl)sarce o 59 190 218 116993 | 73494| 147137 17T 116| 45 63|
3 R 695 788 240  N,O-Bis-trimethylsilyl) - 50 100 150 200 74 43| 118 40| 75 39| 59 35| 190 34|
E] i v (replib} -Alznine, N-(rimethylsilyl), trimet | SL020MMS: -
I\ Names f_Structures J InLib = -194, Hit List PlotiText of Hit /Dot of Hit 7
Lb. Search | _Other Search | Names Compare lbaian | MsMs__ |
Quick Quick Penslize
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IF search do not start automatically please go to Options ->library search option and
select Automatic Search On

F =
Library Search Options @

Search | Libraries Automation ]Lim'rts ] Constlaintsl

MNumber of Hits to Print 10

™ Include Spectrum Plot in Report
™ Draw Structure in Plots

[ Apply Maximum Spectrum Length  |2000

[ Retum Focus to Caller upon Completion

ﬁ I+ Automatic Search On

CK | Annuler Aide




