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9 Introduction — PeakForest

Access

#: PeakForest - Nightly

& nightly.peakforest.org

WebApp: web application for users

PEAK
FOREST

AL AL

the MetaboHUB's Spectral Database, a nightly version (dev)

& PeakForest - WebApp | # REST webservices (v2) & Documentation (v2)

¥ REST webservices (v1’ & Documentation (v1)

API REST API:
for programatic access

REST API:
technical doc

https://nightly.peakforest.org/webapp/
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9 Introduction — PeakForest

Menus and Authentification

#: PeakForest Nightly

C' @ nightly.peakforest.org * " H & > » @ :

& Login or Register~

Q Search O Log in / register

PENK
FOREST @ spectral data portal for Metabolomics community

o Authentification

#: PeakForest Nightly
& nightly.peakforest.org,

e.g. Glucose

Login / Register

Login Register

e=s mt- Aythentification

[ R H

'Ff\v-m ‘
rortn

passwdd lost?

4

| https://nightly.peakforest.org/webapp/login-modal
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9 Introduction — PeakForest

Pe e Options « user »
Add PEAK s Login update
: AP - — * Token
: Options « anonymous user »
0 * Searches, matching
% Backoffice * Informations and indicators

Advanced n

Options « curator user »
* Read, manage curation issues

Options « administrator user »
° Users management
* Database supevision
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9 Data curation — Add an issue

1/2 — Spectra card access

Aniline; LC-ESI-Q-TOF; MS; P

@ nightly.peakforest.org/webap: * *" H & L . H

& npaulhe ~

Aniline; LC-ESI-Q-TOF; MS; POSITIVE;

Aniline; LC-ESI-Q-TOF; MS; POSITIVE;

Select area to zoom; @ about MassBank Record documentation
ats and AP

& Tools

1 Curation . Aniline; LC-ESI-Q-TOF; MS; PC X +

¥ Backoffice < C' @ nightly.peakforest.org/webapp/home?PFs=08515 L ) . H

PeakForest™o™ n & npaulhe ~

Relative Intensity (%)

Metadata @

A Analytical Sample |#a Chromatography @ Mass Analyzer Wil Peak List O Other & Related Spectra © More

Sample type: Single Chemical Compound

Compound Name: Aniline

Metadata 9 Solvent: none

Curation section

C7-6-4-2-1-3-5-6/N1-5H,7HZ

InChl: InChi=1S/C6|
Average Mass: 93.12648 Da

HN InChiKey: UJLWNCNPSJ-UHFFFAOYSA-N

Add Curation message ®

© New curation message erreur annotation peak mz=53.04

Cancel Save Changes
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9 Data curation — Add an issue

2/2 — write and save the message

Aniline; LC-ESI-Q-TOF; MS; PC X +

@ nightly.peakforest.org *Hu > » @

Metadata ¢

A Analytical Sample &« Chroma @l Peak List ~ @Other & Related Spectra  © More

Sample type: Single Chemical Compound

29 Da

the‘message

Add Curation message ®

© New curation message | erreur annotation peak mz=53.04

o # Aniline; LC-ESI-Q-TOF; MS; PC X +

< C & nightly.peakforest.org,

PeakForest

Metadata ¢

A Analytical Sample |8 Chromatography @ Mass Analyzer

Ll Peak List

Sample type: Single Chemical Compound

Compound Name: Aniline

Solvent: none

InChl: InChl=1S/C6H7N/c7-6-4-2-1-3-5-6/h1-5H,7H2

@ save modifications

Add Curation message

© New curation message

My PeakFor metaboHUB
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% Aniline; LC-ESI-Q-TOF; MS; PC X +

@ write and validate 7 o igntypestorstor

Cancel Save Changes

Metadata ¢

A Analytical Sample & Chromatography @ Mass Analyzer

Sample type: Single Chemical Compound

il Peak List

© Other

h Related Spectra  © More

@ the new messgae“isnow visible

‘ InChl: InChl=1S/C6H7N/c7-6-4-2-1-

HN InChiKey: PAYRUJLWNCNEZ

Add Curation message #

erreur annotation peak mz=53.04

© New curation message

HFFFAOYSA-N

1-5H,7H2

Average Mass: 93.12648 Da




> Data curation — Manage issues

1/2 — Curation interface access

#: PeakForest Nightly

@& nightly.peakforest.org,

Peak Matching o Curation Messages

# Bibliography Annotations

+Add .. ~

Only waiting v

© Stats and API

# Tools Message $ Login ¢

# CAS / IUPAC conv.

Q Al types ~

Date 3 Status

Show/Edit entity Delete message

@ Filtering by

* Entity type
e Status
* content

# Curation Messages

1 Curation deux fois le m@ine spectre ajouté en mode positif ~ alyssa.bouville@inra.fr  2015/12/16 a m

£ Backoffice Spectre PF22(#k supprimer alyssa.bouville@inra.fr 2015/12/16 a M——
[import] pubchfimID=131242 alyssa.bouville@inra.fr  2016/03/01 (o]
[import] chEBI fH=68449 npaulhe 2016/06/07 (o]
[import] chEBI_ i=16797 npaulhe 2016/06/07 ([ i

o % PeakForest Nightly

[import] chEBI_lHi=34697 npaulhe 2016/06/07 ‘& nightly.peakforest.org
[import] chEBI_Ri=48991 npaulhe 2016/06/07
[import] pubchdinlD=10349 npaulhe 2016/06/07
import] pubcheinID=1088 npaulhe 2016/06/07

Contact About My

\

M Curation
% Ba

Peak

@ Go to the « curation » menu and
select « curation messages »
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https://nightly.pe:

cpdid$
PFc001027

PFc001040

PFc001120

PFc001130

PFc001155

PFc001189

PFc001191

PFc001193

PFc001227

PFc001238

st.org/webapp/home?page=curation#cpd-name

@ Quick management by direct

access to each entity

# Bibliography Annotations

cpd name ¢

Chenodeoxycholic Acid

*TH e

# CAS / IUPAC conv.

action(s) edit

sinapic acid
CAS:530-59-6;SigmaAldrich; D7927-1G
IUPAC: (E)-3-(4-hydroxy-3,5-dimethoxy-phenyprop-2-enoic acid
Folic Acid
DGl

Ing

4-Automatic curation:
o2 Convert compound name into IUPAC name
e Convert compound name into CAS

Choline

D-Limonene

dumP

> @

En~ & npaulhe ~




> Data curation — Manage issues

2/2 — Spectra curation —

& nightly.peakforest.org

% Aniline; LC-ESI-Q-TOF; MS; PC X +

@ nightly.peakforest.org; 8 Edit - Aniline; LC-ESI-Q-TOF; MS; POSITIVE;

erreur annotation peak mz=53.04

Edit - Aniline; LC-ESI-Q-TOF; MS; POSITIVE;

A Analytical Sample Ll Peak List @ Other

@ Mass Analyzer

Parameters

Ll Peak List @ Other

@ Mass Analyzer

tass range: 50.0 .. 100.0] [

Scan type: MS (fullscan)

Sample fipe: Single Chemical Compound

Polarity: POS Rel

@ save.and.update
message status

on time (min): (0.9 .. 1.0] [

Comgiund Name: Aniline (can not be changed!)

)

Resolution: low

Entration: mmoV/L Resolution FWHM:

Peak List

m/z theo.mass  delta(ppm)  composition attribution

51.022923 ~(C2HsN) [(M+H)-C2HSN]+

52.031296 ~(C2HaN) NA

53.026545 ~(C3HS)

% Aniline; LC-ESI-Q-TOF; MS; P
/ _anals ar-mod

@ nightly.peakforest.org,

Peak List

mz attribution

RI(%)  Theo.Mass  Deltappm  composition
510229 50.0000 0.0000 0.0000 -(C2H5N) [(M+H)-C2H5N]+
520313 50.0000 0.0000 0.0000 -(C2H4N.) NA

53.0265  50.0000 0.0000 0.0000 -(C3HS)
500280  50.0000 0.0000 0.0000 -(H20)-(NH2)
60.0120  50.0000 0.0000 0.0000 -2(NH3)

@ Direct acces to
data/metadata
from the curation

+H)-(H20)-(NH3)}+
[(M+H)-2(NH3)}+

62.0389  50.0000 0.0000 0.0000 - [(M+H)-CH30H]+

63.0229  50.0000 0.0000 0.0000 - [(M+H)-CH5NJ+

64.0182  50.0000 0.0000 0.000g#C2He) [(M+H)-C2H8}+
message 2 s oo -

@ Changing:for
exemple‘peak
attribution information

———
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