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Add a LC/MS spectrum
N. Paulhe - F. Giacomoni



p. 2PeakForest HOWTO
2021 @nilspaulhe @franckgiacomoni

Introduction – PeakForest

API REST API: 
for programatic access

REST API: 
technical doc

WebApp: web application for users

Access
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Introduction – PeakForest

Menus

Authentification

Authentification
form

Menus and Authentification
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Introduction – PeakForest

Options « user »
• Login update
• Token

Options « anonymous user »
• Searches, matching
• Informations and indicators

Options « validated user »
• Add compounds
• Add spectra

Options « curator user »
• Read, manage curation issues

Options « administrator user »
• Users management
• Database supevision
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Add a LC/MS spectrum

① Add menu
• spectrum
• Add ONE spectrum

1/7 – Sample and spectral type selection
② Select LCMS spectra

③ Select a sample type
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Add a LC/MS spectrum
2/7 – Sample information

① Chemical compound search

② Compound association

③ Optional metadata 
• Solvent
• Concentration
• …
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Add a LC/MS spectrum
3/7 – Chromatographie metadata

① Method selection
• Informations can be prefilled
(Cf dedicated technical doc)

② Fill or update 
metadata values

③ next!
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Add a LC/MS spectrum
4/7 – Analyser metadata

② next!

① Fill or update metadata values
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Add a LC/MS spectrum
5/7 – Peaklist information

③ next!

② Peaklist checkings 
and visualization

① Peaklist data
• MZ range
• Polarity / Resolution
• Peaklist + attributions
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Add a LC/MS spectrum
6/7 – Other information / validation

① Data checkings
• autor(s)

② Validation
• Import

• Possible Export in XLSM file

③ Add a new peaklist 

(Negative mode for example)

View data/metadata 
in XLSM format

Spectra view and 

new ID in database
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Add a LC/MS spectrum
7/7 – Optional : Add a new peaklist / back to steps « 5/7 & 6/7 »
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PeakForest project

contact@peakforest.org


