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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?
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| 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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A Add one chemical compound

step 1: retfEVe from databases @

Select bagliic data type
InChilfey

Valuglpf the data entered below

YYVLZVUVIJVGH-UHFFFAQYS N

https://nightly.peakfor st rg/webapp/home?page=add-compounds#add-one-cc ntact

/
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[ Import chemical compounds from file

% PeakForest Nightly

C @ nightly.peakforest.org
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A Add one chemical compound

step 1: retrieve from datapffSes @

Select basic data typg

InChiKey

Value of the data entered below

PXKLMJQFEQBVLD-UHFFFAOYSA-N

FC*8&22&3*3#2"*

+ *GCE356EH"C
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> Add one compound

2/3 — Checkings OR new online search

# PeakForest Nightly x  +

@ nightly.peakforest.org w

A Add one chemical compound [ Import chemical compounds from file

step 1: retrieve from databases @

step 2: select compound to add @

Chemical Name &

Monoisotopic Mass &

200.0837296

Bis(4-hydroxyphenyl)methane C,aH 20,

If your compound is not listed above, runa Deep search Q

#

@ If not, deep search using
the « CTS » service

@ Select the right
compound into query results
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Formula Structure

% PeakForest Nightly

& nightly.peakforest.org, » B = .

» % @ :
@ If the compound already exists

* Properties checkings

En ~ & npaulhe ~

[ Import chemical compounds from file

A Add one chemical compound

step 1: retrieve from databases @

step 2: select compound to add @

Chemical Name Monoisotopic Mass $ Formula $ Structure

Bis(4-hydroxyphenyl)methane 200.0837296 C,3H,20,

If your compound is not listed above, runa  Deep search Q

Chemical Names $ Monoisotopic Mass ¢ Average Mass$ Formula $

4,4'-Dihydroxydiphenylmethane,4,4-Methylenediphenol,4-[(4- 200.0837296 200.23318 C,3H,20,
hydroxyphenyl)methyl]phenol,Bis(4-hydroxyphenyl)methane,4-(4-hydroxybenzyl)phenol,4-(4-
Hydroxybenzyl)Phenol,Bisphenol F

bot My PeakForest metaboHUB



> Add one compound

3/3 — Data validation

@ Mandatory

e structure
* names (scores)
* Cross-ref bank ids

@ (optionnal)
e Curation message(s)
* Bibliography reference(s)

@ Validation

#% PeakForest Nightly X +

& nightly.peakforest.org Q Y & %

A Add one chemical compound | [} Import chemical compounds from file

step 1: retrieve from databases @
step 2: select compound to add @

step 3: validate / add data @

Name Bisphenol F
020 @3

Formula CiaH1202

HO OH  monoisotopic Mass 200.0837296
Average Mass 200.23318
Download m

Smile Octecceet)Celcee(cel)O
InChi InChi=1S/C13H1202/c14-12-5-1-10(2-6-12)9-11-3-7-13(15)8-4-11/h1-8,14-15H,9H2

InChiKey PXKLMJQFEQBVLD-UHFFFAOYSA-N

Names

Bisphenol F ok ke ok
Bis(d-hydroxypheny)methane L 2:2-2-21
4,4'-Methylenediphenol L 2+2:2-2.3
4,4'-Dinydroxydiphenylmethane L 2-2-2-23
p-hydroxydiphenylmethane KLrYrer ey
bisphenol F L 2-2-2-23

© new name

PubChem CID 12111

ChEBI CHEBI:34575

C14298
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