MassBank to NIST MSP tutorial

Objective

This program helps us to prepare NIST MSP format libraries applicable to a lot of programs (MS-DIAL,
NIST MS Search, AMDIS) from MassBank records (also ReSpect). Merging each MassBank text file into
MSP is actually easy for the programers though, the end users (even me) are struggling to do this task. If

you want other functions to extract MassBank records, please let us know (hiroshi.tsugawa@riken.jp).

How to use the program

" MassBank to Msp file converter - B
Impart folder: \Documents\Metabolomics projecth20140704_MassBank_vs13 Browse
Export folder: ChUsers\tensa_000\Desktop Browse
Directories: () Current directory  (® All sub directories
Distribution: @ In house only () Distributable
Export type: (O GC/MS @ MS/MS (O Except for GC/MS (O All
lon mode: () Positive () Megative (@ All

Convert

Select a directory which contains the text files of MassBank record.

2. Select an output directory.

3. Select your options. (Make sure some records, ex of Metabolon, cannot be re-distributed by CC BY-
NC-ND)

4. Click convert.

MassBank records
The mass spectrum libraries from standard compounds must be required for compound identifications. The
end-users can easily confirm chromatogram peaks with spectrum DBs (in GCMS, the retention index

should be also useful!). MassBank gives us all of spectrum records at no charge.

Why developed?

Unfortunately, the MassBank records are not applicable yet to some programs utilized in metabolomics
(MS-DIAL, AMDIS, NIST MS Search). On the other hand, the NIST MSP format is mostly available.
That's why the MSP format file has to be prepared from MassBank records, but the MassBank records are

still downloaded at the separated text files (see below). Therefore, we prepared the library converter from



MassBank records to MSP format since there is no tool so far...

bl (2= 20140704_MassBank vs13
Home Share View
(® (3 * 1tk « Metabolomics project » 20120704 MassBank vs13 v & | Search 20140704 M.. £
i Favorites Name ‘ Date modified Type 2
I Desktop ! Boise, State_Univ 22/2015826PM  File folder
k& Downloads 1 Chuby_Univ 22/2015826PM  File folder
¥ Dropbox 1 Eawag 2/2/2015827PM  File folder
£ Recent places 1 Fac_Eng_Univ_Tokyo 222015828PM  File folder
L& SkyDrive 1 FIOCRUZ 2/2/2015828PM  File folder
@ Creative Cloud Files | J|, Fukuyama_Univ 2/2/20158:28PM  File folder
J! GL _Sciences_Inc 2/2/2015 828 PM File folder
& OneDrive )L 1PB_Halle 2/2/2015 8:28 PM File folder
i JEOL Ltd 2/2/2015 8:28 PM File folder
) Homegroup )i Kazusa 2272015828 PM  File folder
A tensa_000 i Kyoto_Univ 2272015828PM  File folder
) Metabolon Y22015828PM  File folder
18 ThisPC 1 MPfor_Chemical Ecclogy 222015828PM  File folder
e Desitop L nassT 2272015828 PM  File folder
Fl Documents 11 Nihon_Univ /2015828 PM  File folder
& Downloads 11 Osaka MCHRI 2/2/20158:28PM  File folder
& Music . Osaks_Univ 2/2/20158:28 PM File folder
[ Pictures . PFOS_research_group 2/2/20158:28PM  File folder
B Videos ). RIKEN 272/2015828PM __ File folder
i Windows (C) ). Tottari Univ 2272015828 PM  File folder
Jourz 2272015828 PM File folder
€ Network ! Univ_Connecticut 2/2/2015 8:28 PM File folder
L. Univ_Toyama 2/2/20158:28 PM File folder
) UoEH 2/2/2015828PM  File folder
<
25items 1 item selected
PNE AN RIKEN
Home Share View
® v 4l « 20140704 MassBank_vs13 » RIKEN v & SearchRIKEN »
S Favorites Name ’ Date modified Type 2
I Desktop [ PROT0001.0¢ 9/5/20121:19AM  Teat Document
| Downloads | PROT0002.6t 9/5/20121:19AM  Text Document
%% Dropbox L] PRO10003.6¢ 9/5/20121:19AM  Text Document
H Recent places || PRO10004.bt 10/30/20122:06 AM  Text Document
L& SkyDrive [ pROT0003 0t 9/5/20121:19AM  Text Document
@ Creative Cloud Files | | PRO10006:xt 9/5/20121:19 AM  Text Document
[ PrRo100O7 0t 9/5/20121:19AM  Text Document
@ OneDiive [ pROT0008 0t 9/5/20121:19AM  Text Document
[ Protoo0g .t 9/5/20121:19AM  Text Document
«§ Homegroup [ Prot0010:0 9/5/20121:19AM  Text Document
A tenss 000 [ prOT00T1:00t 9/5/20121:19AM  Text Document
[ Protootz e 9/5/20121:19AM  Text Document
18 ThisPC [ PRoOT0013 00t 9/5/20121:19AM  Text Document
Je Desktop [ PRO10O 140t 9/5/20121:19AM  Text Document
\El Documents [ pro10013:000 /572012119 AM  Text Document
Js Downloads [ PROT0O6:00t 9/5/20121:19AM  Text Document
& Music [ pro10017:00 9/5/2012 119 AM  Text Document
£ Pictures [7) pROT001B:00 9/5/20121:19AM  Text Document
8 Videos [ PROT0019:00 9/5/20121:19AM  Text Document
i Windows () || PROT0O20.6 9/5/2012 1:19AM  Text Document
L] PRO10021.6¢t 9/5/2012 1:19 AM Text Document
€ Network [ prOT0022:60t 9/5/2012 119 AM  Text Document
L] PRO10023.6¢t 9/5/2012 1:19 AM Text Document
[ PRoT0024.6xt 9/5/20121:19AM  Text Document .
=
1,719items 1 item selected 190 KB

a PRO10001.txt - Notepad - o lEH|
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ACCESSION: PRO1000] A
RECORD_TITLE: 1,3-Diaminopropane; GC-EI-TOF; MS; 4 THS; BP:73
DATE: 7011.05.06 (Created 2006.12.21)
ATHORS: Kusaro M, Fukushina A, Plant Science Center, RIKEN.
LICENSE: CC BY-SA
CHENAME: 1,3-Diaminopropane

C M’CUND [lASS Natural Product
MEXACTSMA% 74 03440

TUPAC: lnL}|I 1S/CSH1[JN2/:4 2-1-3-5/h1-5H2
DH$L[N< CAS 10517

LINK: NIKKAJT JZQU 403G

INSTRUMENT: Pegasus [11_TOF-MS system, Leco; GC 6890, Asilent Technolosies
ACINSTRUMENT_TYPE: GC-EI-TOF
ACSMASS SPECTROMETRY: 5
ACEMASS_SPECTROMETRY: 10 POSIT]VE
ACSCHROMATOGRAPHY - RETENT NDEX 164,
ACSCH IUGRAPHY IULTI 407, 323 sec
MSSFOCUSED BASE fEAk
MSSFOCUSED_ IO\I DERIVATIVE_FORM CW5H¢2NZS\4
MSBFOCUSED_TON: DERIVATIVE_MASS

FOCUSED_ION: DERIVATIVE TYPE 4 WIS

DATA PROCESSING: WHOLE ChromalOF ver. 2.32 (Leco)
PRENUM_PEAK: 82
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