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NORMAN Network and MassBank

Main goal of NORMAN is to enhance the exchange of
knowledge on emerging environmental samples
= Many different laboratories (with different instruments,...)
= Focus on different substances and classes
= Not each member has each reference standard

= ,Emerging compounds® - not yet widely known, not yet in data
bases

= Many substances transform in the environment - no standards, no
spectra

The main goal of NORMAN MassBank is to improve
identification of environmentaly relevant substances!
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Current content of NORMAN MassBank

Contributor top 10

@ Fac. Eng, Univ. Tokyo : 30.2%

@ Eawag : 14.9%
Keio Univ. 1 13.7%
NAIST : 1.7% gw Ife m: 3%
3 - aters | 7.3%
MP| for Chemical Ecology : 1.7% | Fac. Eng, Univ. Tokyo : 30.2%| B Wazhingin ;tate e
UFZ:2.5% @ Chubu Univ. : 8.3%
RIKEN : 4.2% O RIKEN : 4.2%
| Chubu Univ. : 6.3% |~ ®UFZ:2.5%
® MP| for Che mical Ecology : 1.7%
Washington State Univ. : 6.4% | @ NAIST : 1.7%
@etc. 11.1%
[EoRD

|K&io Uniw. : 13.?%I

40,953 spectra from different instruments (~15.000)
7,293 mass spectra from NORMAN members (~715)
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Current content of NORMAN MassBank

Instrument Type top 10

@ EI-B:288%

& LC-ESIHITFT : 25.6%
@ LC-ESHATOF : 14.3%
O LC-ESH2Q:12.6%
@ LC-ES-Q:67%

@ GC-EI-TOF : 2.3%

ete. 1 3.7% |
LC-ESI-QIT : 0.9%) ff
[LC-AECLOTOF 1 500 ] f;}'

LC-ESHT: 1.82%| )/ /

EI-B:28.8%

GI B: 1 sx
GG |GC-EI-TOF : 2,3% | CCl-B:1.9%
C ESI-Q: 5 7% @ LC-ESHT : 1.6%
® LC-APCI-OTOF : 1.5%

[LC-ESI-QQ: 12.6%| ® LC-ESIQIT:09%

®elc. . 3.7%

|LC-ESI-QTOF : 14.3%|

LC-ESIHITFT : 25.6%

Contributions from NORMAN members have increased
the proportion of LC-MS/MS data available in MassBank

Contributions from NORMAN member institutes /
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Special features of MassBank.eu

Literature spectra, tentatative and additional specta
. Cannot generate ,match values" if neither spectra are in the library
. Move towards exchanging tentatively identified spectra between institutes

. Provide ,Supporting Information* for publications - repository functions

Contributor :  Athens Univ. (0) Boise State Univ. (4) Chubu Univ. (2,563)
Eawag (6,106) Eawag Additional Specs (50)| FEIOCRUZ (597)
Fac. Eng, Univ. Tokyo (12 379) Fukuyama Univ. (340) GL Sciences Inc. (174)
IPB Halle (528) JEOL Ltd. (45) Kazusa (273)
Keio Univ. (5,619) Kyoto Univ. (185) Literature Specs (39)
MPI for Chemical Ecology (691) Metabolon (149) NAIST (676)
NORMAN MassBank (0) Nihon Univ. (365) Osaka MCHRI (20)
Osaka Univ. (449) PFOS research group (413) RIKEN (1,719)
Tottori Univ. (16) UFZ (1,030) UFZ Additional Specs (107)
UOEH (35) Univ. Connecticut (510) Univ. Toyama (253)
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Washington State Univ. (2 626) Waters (2,992)
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Example of an additional spectra

MassBank Record:!

il |

TS00107,

Home | Spectrum | Quick | Peak | Substructure | Browser | Batch | Browse | Index|  MassBank ID: (&)

1H-Benzotriazole-4-carboxylic acid|({Tentative); ESI-ITFT; MS2; 80-110; R=7500; [M+H]+

Mass Spectrum Chemical Structure

loop 00329

200

Go0|

00|

200

0

0.0000 35,0000
|<<| < | = |>>|5]|ownl

BRCCESS5ICH: ETS00107
RECORD TITLE: 1H-EBenzotriazole-4-carboxylic acid (Tentatiwve); LC-ESI-ITFT:; M52; 80-110; R=7500; [M+H]+

DATE: 2014.06.27
AUTHORS: Huntscha 5, Schymanski E, Hofstetter TB, Spahr 5, Hollender J, Department of Environmental Chemistry, Eawag

LICENSE: CC BY-S5A

~cCEYRIGHT: Copvricht () 2014 FEamag, Duebendoxf, Switzerland, | O o o e e o o o o o o o o o o o o o e
PUBLICATICH: Huntscha 5, Hofstetter TB, Schymanski E, Spahr 5, Hollender J (2014) Environ. S5ci. Technol, 45:4435-4443, I( I

—COMMENT: CONEIDENCE TENTATIVELY IDENTIFIED ONLY! Most likely isomer  _ _ _ _ | & o o e e e m m = e = = = = |
COMMENT: Scource; 164m0445a MSMS.txt
COMMENT: Structure/data iz 1H-Benzotriazole-4-carboxylic acid; other isomers possibkble (but less likely)
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Linking to Gazetter service

ACCESSICHN: ETS50010&

RECORD TITLE: 1H-Benzotriazole TP10 (Tentative); LC-ESI-ITFT; MS2; 80-110; R=7500; [M+H]+

DATE: 2014.06.27

AUTHCRS: Huntscha 5, Schymanski E, Hofstetter TB, Spahr 5, Hollender J, Department of Environmental Chemistry, Eawag

LICENSE: CC BY-5&

COPYRIGHT: Copvright (C) 2014 Eawag, Duebendorf, Switzerland

PUBLICATICN: Huntscha 5, Hofstetter TB, Schymanski E, Spahr 5, Hollender J (2014) Environ. Sci. Technol, 48:4435-4443, DOI:10.1021/e=4
CCMMENT : CCMFIDENCE MOLECULAR FORMULZ IDENTIFIED ONLY!

COMMENT: Source; 156m03936b MSMS.txt

CHSNAME: 1H-Benzotriazole TP10 (Tentative)
CHSNAME: 1H-Benzotriazole Transformation Product 10 (TF10)
CHSCOMPOUND CLASS: N/A; Biotransformation Product
CHSFORMULZA: CS5HSN303
CHSEXACT MASS: 155.0330
CH$SMILES: N/A
CHSIUPAC: N/R
— o e — — — — w— — — —
| spssampre: LocaTTon caz:oooses1s caz:ooi137es |
@ E S Bl - ml (o [ B, T e T = oy 0 Sninc coee ] i oD ebendorf (GRZ:00113795), 4Me- and 5-Me-BT samples from Regensdorf (GRAZ:00064414)

EMBL-EBI
‘5 Ontology Lookup Senvice
= OLS Home
= Documentation
Project — Enter Ontalogy Term
..Publications Search Ontology: Gezetteer ontolthy -
= Developer Resources
~Download Term Name: (Include obsolete terms [¥]) Term ID.
- Implementation |Municipality of Regensdorf GAZ:00064414
. Owverview
: Additional Information:
Javadaoc
' Webservice |deﬁn'rtiun ”A municipality in the district of Dielsdorf of the canton of Zurich in Switzerland. |
documentation |xref_deﬁn'rtiun|| url-hitp:ifen. wikipedia.org/wikiRegensdorf |
m Contact Us




Frequency of server usage

6000 -

5000 -

4000 -

3000 A

2000 -

1000 -

59 users per day
90 visits per day

1792 users per month

= Unique visitors

Number of visits

M Bandwidth (MB)

L

Apr Mai Jun Jul Aug Sep Okt Nov Dez Jan Feb Mrz Apr Mai Jun Jul
2013 2013 2013 2013 2013 2013 2013 2013 2013 2014 2014 2014 2014 2014 2014 2014




MassBank as ChemSpider data source

About More Searches Web APls Help My I‘_}:J.: ELGETTES

Search term: "2-[2{{chlorophenyl)amino]benzaldehyde™ (Found by approved synonym) o

2-[2-{chlorophenyl)amino]benzaldehyde
£ o oo MassBank Is a data source
Cl Average mass: 231677994 Da .
f N Monoisotopic mass: 231.045 Da Of Chem Splder

w Systematic name

A - Enhances visibility
. - Includes all opendata records

Watch this record

(CC-BY-SA)

Manage data slice

w Data Sources

All Data Sources| Metabolism Data ToXEnvir. Data Personal Data Publication Spectral Data

Data Source External ID(s)

MassBank UF409001, UF408002, UF409003, UF409004
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Linkage of MassBank and Stoff-ldent

The main goal of Stoff-ldent is to provide a database for
aquatic-relevant pollutants

= REACH registered compounds
= Other registered compounds (e.g pesticide, biocides, pharmaceuticals)
= WEFD and river basin specific compounds
= Transformation products
The main goal of linking MassBank and Stoff-Ident is to
Improve the identification of those compounds
= Stoff-ldent links to mass spectra provided in MassBank
= Stoff-ldent should feed back on missing compounds

= Ranking on most important compounds (e.g. toxicity predictions) to
prioritise spectra generation

http://risk-ident.nswt.de/pages/en/tasks/wp-1-database.php?lang=EN



MassBank in Data Citation Index

g | Save to EndNote online ~ | | Add to Marked List Backtolist 41 of 10

MassBank. Citation Network

By: Mishioka, Takaaki; Oda, Yoshiya; Arita, Masanori; Neumann, Steffen; Schulze, Tobias; Schymanski, Emma L
0 Times Cited

M=tk 0 Cited References
Source URL: http:/iwww massbank jp/?lang=en
Viewed Date: 04 Apr 2013

Published: 2006

‘. Create Citation Alert

(data from Web of Science ™ Core Collection)

Abstract

MassBank is the first public repository of mass spectral data designed for sharing amongst the scie assBank data are useful for

All Times Cited Counts

0 in All Databases

0 in Web of Science Core Collection
0 in BIOSIS Citation Index

0 in Chinese Science Citation
0, Switzerland Database

Eisai Product Creation Systems,, 01810, Andover, MA, USA 0 in Data Citation Index
arch , PermoserstraSSe 15, Leipzig, 04318, Germany 0 in SciELO Citation Index
inberg 3., Halle (Saale), 06120, Germany

nce, , Mara Institute of Science and Technology.,. lkoma, Nara, 630-0192,

the chemical identification and structure elucidation of chemical compounds detected by mass

Author Information

Addresses:

1. Eawag -Emvironmental Chemistry, Eawag -Environmental Chemistry, , P
2. Eisai Product Creation Systems, Biomarkers and Personalized M
3. Helmholtz Centre for Environmental Research, Helmholtz Ce
4. Leibniz Institute of Plant Biochemistry, Leibniz Institute
5. MNara Institute of Science and Technology, Graduat
This record is from:
aduate School of Science, , The University of Tokyo,, Tokyo, 113-0032, Japan Data Citation Index S

Japan
6. University of Tokyo, Department of Biopl
E-mail Addresses: takaaki@is.naist.i m; arita@bi.s.u-tokyo_ac_jp; sneumann@ipb-halle_de; tobias_schulze@ufz. de;

emma.schymanski@eawag.ch
How to cite this Resource

Funding
Close funding te
the Grant for Life Science Databases from Institute for Bioinformatics Research and Development, Japan Science and Suggest a correction

If you would like to improve the quality
of the data in this record, please
suggest a correction.

Research Areas: Chemistry

Web of Science Category: Chemistry, Analytical

Document Information

Document Type: Repository

Language: English

Accession Number: DRCI:DATA2013097003561029

Screenshot by Megan Force (Thomson-Reuters) |

Page 11




MassBank in Data Citation Index

InCites Journal Citation Reports @ Essential Science Indicators ¥ EndNot Sign In Help | English

THOMSON REUTERS”

Back to Search My Tools Search History = Marked List
lE‘ = Save to EndNote online |~ Add to Marked List Back to List 49 of 29464 b
L-Glutamine; GC-EI-QQ; MS; 3 TBDMS; RT:916.38 sec Citation Network

From Repository: MassBank
By: Dempo, Y: Bamba, T; Fukusaki, E 0 Times Cited
0 Cited References

MassBank
Create Citation Alert
Source URL:  http:/iwww massbank jp/jsp/FwdRecord jsp?id=0OUF01015 & Create Citation Ale
Viewed Date: 24 Jul 2013 (data from Web of Science ™ Core Collection)

Published: 2013

LTI All Times Cited Counts
This file contains mass spectral peak data for a compound analyzed by one of several contributing research groups. Copyright: Funkusaki Lab. in Osaka Univ. 0in All Databases

. 0 in Web of Science Core Collection
Author Information 0in BIOSIS Citation Index
Addresses: 0 in Chinese Science Citation
1. Osaka University, Engineering Department, Japan Database

0 in Data Citation Index

Categories / Classification 0 in SciELO Citation Index

Research Areas: Spectroscopy

Web of Science Category: Spectroscopy
This record is from:

o o
Document Information Data Citation Index

Document Type: Data set
Language: English
Accession Number: DRCI:DATA2014022003747151

How to cite this Resource

Other Information
Miscellaneous: instrument: GC-E-QQ; formula: CEH10N203

Cited References in Data Citation Index: 0

Suggest a correction

If you would like to improve the quality
of the data in this record. please
suggest a correction.

r =~ Additional information is needed to connect WLAN-GLOBAL. Mu/x 1

Screenshot by Megan Force (Thomson-Reuters) |



Current activities

= Commitment with UFZ IT management for a long-
term perspective of MassBank hosting
(agreement for 3 years)

= Migration of server operating system from
openSUSE 12 to Ubuntu Server 14.04 LTS (long-
term updates, SVN release of opendata records)

= Relaunch of NORMAN MassBank web-site

= Interlinkage of MassBank and Stoff-ldent /
ChemSpider

il Mosspark <3 s2vze.. |\ JRAEH
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Future activities

= Updating more spectra from current contributors (esp.
Eawag, UFZ)

= Updating spectra from new contributors
= Contributions from MassBank workshop

= University of Gdansk announced interest to contribute
MS of some TPs of pharmaceuticals

= NORMAN MassBank web-site will be more narrative
regarding activities (similar to MassBank.jp)

= SVN release of records and mol-files of openData records
(CC-BY-SA)

|
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The End

Thank you for your attention!
Questions or comments?

Contact:
tobias.schulze@ufz.de
emma.schymanski@eawag.ch

http://massbank.eu/MassBank
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