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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

PeakForest HOWTO p.
2021 @nilspaulhe @franckgiacomoni




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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> Add NMR spectrum

1/5 — Sample and spectral type selection

TTETE— (2) Select NMR spectrum

& C' @& nightly.peakforest.org oo % " H & - B = . :

PeakForest En v & npaulhe ~

Ll Add one Spectrum #) Import Spectra from file & Generate XLSM template file

Speftrum Type @

@ fulfill tube preparation

© LC-MS spectrum | © LC-MSMS spectrum | © NMR spectrum

% PeakForest Nightly v
< C @ nightly.peakforest.org/webapp/home?page=add-spectr - = . ;

PeakForest"o"

Ll Add one Spectrum Import Spectra from file & Generate XLSM template file

Spectrum Type @

Sample Type @

NMR tube preparation

[ solvent ‘ choose in list...
(] % PeakForest Nightly

9 - E 3
sample pH or sample apparent gl Sl & niantly.peakforest.org * How » =@ :

icatogs]

|l Add one Spectrum Import Spectra from file & Generate XLSM template file
reference chemical shif indicator|
Spectrum Type ©
1) . Sample Type @
@ Add menu choose in s P R .

1 (v

e spectrum
° Add ONE Spectrum choose in list

Contze

@ Select a sample type
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> Add a NMR spectrum

2/5 — Sample informations

Pick a compound

Compound Name | ani

s Add one Spectrum

Spectrum Type ©

Sample Type @

Sample Type | Ref. Chemical Compound

InChiKey | PAYRUJLWNCNPSJ-UHFFFAOYSA-N Q /©

HN

choose i lst.

Pick a compound

Compound Name

N-Benzyl Aniline
GTWJETSWSUWSEJ-UHFFFAOYSA-N

183.1047994

N,N-dimethylaniline
JLTOJTHDGAWBAV-UHFFFAOYSA-N

121.0891494

Aniline
PAVRUILWNCNPSJ-URFFFAOYSAN 00070492

2-aminophenol

109.0827
(COAWCLOXVUBKRW-UHFFFAOYSA-N EXETED

@ Chemical compound search

@ compound association =

InChi | InChi=1S/CBH7N/C7-6-4-2-1-3-5-6/1-5H,7H2

Molecule common name | Aniine
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@ Optional metadata

e Solvant
e Concentration




> Add a NMR spectrum

3/5 — Analyzer and acquisition metadata

% PeakForest Nightly

@& nightly.peakforest.org

°
* " H e » *a.s

(D) instrument metadata

|l Add one Spectrum [ Import Spectra from file & Generate XLSM template file

Spectrum Type @
Sample Type ©@

NMR Analyzer @

Instrument

Instrument name ‘ choose in list... v

choose in list...

[ Magnetic field strength (MHz)

% PeakForest Nightly

& (¢ & nightly.peakforest.org/we

choose in list...
PeakForest"o™

@ acquisition metadata

|

°
*»= @ :

[ NMR probe

choose in list...

Flow cell volume (ul) | 60

Cell or Tube

choose in list...

NMR tube diameter (mm) choose in list... Acquisition Spectra processing parameters
Flow cell volume (ul) programm l Proton acquisition / V‘ choose in list... v
ntac Pulse sequence ] choose in list... v

Optional raw NMR file

Temperature (K)

=

Raw spectra file

1 4’ Browse...
)
Add a new *Raw" file

zip

e Brucker file

e (Can belink later

e Used for viewer and data extraction
'.g,% METABO PeakForest HOWTO

Ta®,
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You must Zip the directory of you acquisition data to upload it.
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> Add a NMR spectrum

4/5 — Peaklists and PeakPatterns informations

@ peaklist data

#: PeakForest Nightly X # glycine betaine; 6.0; Proton-
= C @& nightly.peakforest.org

PeakForest™ety!
Add one Spectrum

o

*» =@ :

& npaulhe ~

Spectrum Type @

Sample Type @

data linked)

NMR Analyzer @

@ Preview the fingerprint

(will be used in viewer only if no raw

NMR Peaks ©@
¥ Backoffice

B8 Peak List 1| Spectrum Preview

proton nmr peaks

1 3.9 3.35 0.96
2 3.27 14.85 0.96

peak index region index (F1) v (F1)[ppm] v (F1)[Hz] intensity [abs] intensity [rel]  half width [ppm] half width [Hz] ~ annotation

This spreadsheet can be fulfilled with
a copy/past from brucker software
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> Add a NMR spectrum

4/5 — Other informations / validations

% PeakForest Nightly

C @ nightly.peakforest.org

a4 Add one Spectrum

Spectrum Type ©
Sample Type ©®

Liquid Chromatography ©
MS Analyzer ©

MS Peaks ©

Other @

Ownership

@ Data checking

e author(s)

data author(s

Exploration du Métabolisme’

Platform (PFEM, Clermont-Ferrand - IN/

data ownership

Exploration du Métabolisme Platform (PFEM, Clermont-Ferrand - INRA Thek

/

PeakForest Nightly
C @& nightly.peakforest.org
|l Add one Spectrum Import Spectra from file & Generate XLSM template file
Spectrum Type @

Sample Type ©

validation
Import

Can be exportedin a
XLSM file

Liquid Chromatography @

MS Analyzer

MS Peaks ©
Other @

Ownership Raw File

data author(s) | *Exploration du Métabolisme" Platform (PFEM, Clermont-Ferrand - INRA Theix)

data ownership | “Exploration du Métabolisme" Platiorm (PFEM, Clermont-Ferrand -
p | "Exp [ y

add a new
acquisition
(Cosy/Tocsy/...)

ey g eapm——

B tenplate_LC-M...xIsm
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% PeakForest Nightly

C @ nightly.peakforest.org;

Spectra - preview

‘Anitine; LC-ESI-QTOF; MS; POSITIVE;

Reltv sty 6)

Spectra view and
new ID in database

B template_LC-M...xism

B template_LC-MS_2.1.0_5bb3744a C ©-
&t Share A

o D dw-

Home Insert Page Layout Formulas Data Review View
X . = ) Conditional Formatting *
> Calibri (Body) o/ . v

Number Editing
. CollStylos *

paste B I U~
-

© office Update To keep up-to-date witt % updates, fixes, and improvements, choose Check for Updates. Check for Updates.

B2 B e
g c 0 f ; c | X
me ! uration___[T0p 50 peaks
ostive v
from io
£ 00
from (min) o (min] from (%CH30H) [to mo@‘
03] 1 |
%) [theo. mass |delta (ppm) [RDB equiv_
S0
so]
50
‘fiso Ty
so] e
so] )
sof Tiwst-
S0 [catie) [(VeH)-C2HG)

analytical sample | chromatography | MS_analyzer | ms_POS 0 other validation | MS_help | +

+ 100%

m - —

¥ View data/metadata
in XLSM format [, 4

Ready




> Add a NMR spectrum,

% (Caffeine; 7.0; Proton-1D (ZG) Z x| +

€« C @ nightly.peakforest.org 8 * * H w - *» @
Caffeine; 7.0; Proton-1D (ZG) - 1000MHz; @
1| o g g 7 g g g 3 2 T g
#: Caffeine; 7.0; Proton-1D (ZG) - X + zr
2 £ 2w
& nightly.peakforest.org, ofF = =
- 220m
nightly! 5 F H H t 1 H
£ ingerprint In viewer o
Metadata ¢ B [
® Peak Matching = L 1om
A Analytical Sample @ NMR Analyzer Ll Peak List © Other & Related Spectra © More
H fraom
- F120m
Identifier 2
= |- 100m
PeakForest D& PFs008654 s oM
H Feom
URL@  https//r ! pp/PFs008654
3 oM
H
-20m
Extracted from the raw file o . 1 ik A m | Lo
W o H ' 7 5 5 i 3 2 7 J

5 i o
Chemical shit (o) SpecdrawJS

Sorry no vk

Metadata 9

Add / overwrite this data with a new Raw fie.

You must Zip the directory of you acquisition data to upload it

Add Curation message %

‘© New curation message ) nessage. % Caffeine; 7.0; Proton-1D (2G) X % D-Gi 6.0; Proton-1D x  +

r *H u e - »@ :

My PeakFores & nightly.peakforest.org

PeakForestID& ~ PFs008654

URL@  http: peakforest. PP

Extracted from the raw file

PROBE = 5 mm PABBI 1H/D-BB Z-GRD Z859201/0037

@ select ZIP with raw NMR data

(from brucker)
* If there is a many spectra in the archive, you
will be able to select the correct specturm

PULPROG = zg
NUCL = 1H
NUCZ = of f

SOLVENT = D20
SOFTWARE = TOPSPIN

SOFT. Version = Version 3.2 "
ORIGIN = Bruker BioSpin GmbH M t d t f th f I
OMER - smroques etadata rrom tnhe Tile
EMAIL = INRA\SmroqueseBAVO-mdebf064
SFO1 = 500.162501

1 - 2500.800000

BF1 = 500.160000

SW = 12.000902

SH_h - 6002.400960

0 - 32768

NMR files data processing are powered thanks nmrRead tool (Dec 2015 © INRA - Daniel Jacob)

Add / overwrite this data with a new Raw file.
‘You must Zip the directory of you acquisition data to upload it
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