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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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> Add a LC/MS spectrum

1/7 — Sample and spectral type selection

#: PeakForest Nightly X +

& nightly.peakforest.org

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

Speftrum Type @
© LC-MS spectrum | © LC-MSMS spectrum | © NMR spectrum

# PeakForest Nightly

€ & nightly.peakforest.org,

L Add one Spectrum [ Import Spectra from file snerate XLSM template file

Spectrum Type @

Sample Type ©

Sample Type choose in list... v

(D) Add menu

° spectrum
e Add ONE spectrum . ———
53 PeakForest HOWTO
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@ Select LCMS spectra

@ Select a sample type




> Add a LC/MS spectrum

2/7 — Sample information

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

PeakForest HOWTO
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@ Optional metadata

e Solvent
e Concentration




> Add a LC/MS spectrum

3/7 — Chromatographie metadata

% PeakForest Nightly

& nightly.peakforest.org) Q% *" H & ¢ = % = @

Ll Add one Spectrum Import Spet

Spectrum Type ®
Sample Type @

Liquid Chromatography @

Chromatography Param. Separation flow gradient

@ Method selection

* Informations can be prefilled
(Cf dedicated technical doc)

( y time (min) S0 A (%) solv. B (%)

choose in list v

Column constructor | choose in list.
——

% PeakForest Nightly

Column constructor (other) of °

C @& nightly.peakforest.org, Q

(o |

(Gotamdermtr g | it Add one Spectrum £ Generate XLSM tempiae le

[ i o () ‘ Spectrum Type ®

Sample Type ®

1 Liquid Chromatography ©
([Brmose | ctose e

Chromatography Param. .
% PeakForest Nic' .y

Ve | G prev e aror o nagfeaktorestors

Column Waters

00

Separation sowvent A

@ Fill or update

metadata values

Column constructor (other)
[ Method ‘ F_PFEM_urine_QTOF

time (min)

(o rame [ vpicsensnearrs

] v

(Gomiengn o | 100

Column constructor (other)

[ cotumn diameter ) | 2:1

([Goumnrame | upic sen swoaera

[[Smoe | cradent [Ccotumn gameter ) | 2.1
("column temperature () | 30
[ LC mode Gradient

Qa %x * H &

solv. A (%)

100 o
100 0
% 10
5 %
100 0
100 0

» % @

solv. B (%)

@ next!

Separation solvent A | H20 +0.1% Formic Acid

Separation solvent B

Acetonitrle + ic Acid

PeakForest HOWTO
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> Add a LC/MS spectrum

4/7 — Analyser metadata

#: PeakForest Nightly

@ nightly.peakforest.org

|l Add one Spectrum

[ Import Spectra from file & Generate XLSM template file

Spectrum Type @

Sample Type @

() Fill or update metadata values

Liquid Chromatography @

MS Analyzer @

Analyzer Molecule lonization

[ Instrument ‘ Q-TOF ] [ lonization method (POS/NEG) [ ESI Vl ESI V]

QToF micro (Micromass Waters) ] Spray (needle) gazflow | 4o »
(arbitrary in Xcalibur, POS/NEG)

[ lon analyzer Type | QTOF ]

[ Model

lon analyzer types are *B*, *E*, "FT* (include other types using FT like FTICR or Orbitrap), *IT*, *Q", "TOF*
(e..: "QTOF", "QQQ", "EB", "ITFT"); for further informations please refer to MassBank Record

Vaporizer temperature
(°C, POS/NEG)

200 | 200 ’

documentation.

Source gaz flow B 5
(arbitrary in Xcalibur, POS/NEG)

High voltage (ESI) 25 25
Corona voltage (APCI) (in kv, POS/NEG) - -

@ next!

metaboHUB

PeakForest HOWTO
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> Add a LC/MS spectrum

5/7 — Peaklist information

% PeakForest Nightly X % PeakForest Nightly

C @ nightly.peakforest.org

.
Peaklist data
MS Peaks @
e J s ) o 7 S T~ ° MZ ran ge
: :
' ' * Polarity / Resolution
o Peaklist + attributions
51,0229 50.00 50.00 0.0000 ~(C2H5N) [(M+H)-C2H5N]+
59.0280 50.00 50.00 0.0000 ~(H20)-(NH2) [(M+H)-(H20)-(NS
60.0120 50.00 50.00 0.0000 ~2(NH3)
62.0389 50.00 50.00 0.0000 ~(CH30H)
63.0229 50.00 50.00 0.0000 {CH5N)
66.0338 50.00 50.00 0.0000 [(M+H)-C2H4]+
75.0229 50.00 50.00 0.0000 ~(H2)-(NH3) [(M+H)-(H2)-(NH3)}+
77.0386 50.00 50.00 0.0000 ~(NH3) [(M+H)-NH3]+
78.0338 50.00 50.00 0.0000 -(CH4) [(M+H)-CH4)+
79.0422 50.00 50.00 0.0000 ~(CH3) NA # PeakForest Nightly r; kForest Nightly
94.0651 50.00 50.00 0.0000 +H [M+H}+
95.0622 50.00 50.00 0.0000 15N [M+H}+_15N C @ nightly.peakforest.org

MS Analyzer @

MS Peaks @

[Cscantype [ ms v [Cpotarty [ positve v resolution | low v| (Ccuraton | Top50p

akList  Lal Spectrum Proview

@ Peaklist checkings
and visualization

Spectrum Preview
Select area

@ next!

PeakForest HOWTO
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> Add a LC/MS spectrum

6/7 — Other information / validation

% PeakForest Nightly

% PeakForest Nightly Nightly X C @ nightly.peakforest.org;

C @ nightly.peakforest.org

Spectra - preview

‘Anitine; LC-ESI-QTOF; MS; POSITIVE;
oos1a

a4 Add one Spectrum

1

Spectrum Type ©

eermerere @ Data checkings
e * autor(s)

Ownership

Exploration du Métabolisme Platform (PFEM, Clermont-Ferrand - IN

data author(s)

N

Spectra view and
SR - - | new ID in database

C @ nightly.peakforest.org

data ownership | *Exploration du Métabolisme" Platform (PFEM, Clermont-Ferrand - INRA Thet

Ll Add one Spectrum

Spectrum Type ©

/

Sample Type ©

L] Da v B template_LC-MS_2.1.0_5bb3744a Q- [oH

Liquid Chromatography ®
“ oareehy [RRXY insert Pagelayout  Formulas  Data  Review  View &+ Share A

. .
Va I |d atlo N WS Anayzer © [ % | e A > op. B ewmaromar o O
v ST IETGH 7/ Format as Table * ‘
MS Peaks © paste B[z|v[EH&EAL e MBS st - Colls  Editing
° | m p o) rt Other ® © Office Update To keep up-to-date witt IR updates, fixes, and improvements, choose Check for Updates. Check for Updates
" .
Ownership Raw File
> : ; s PR
sion |1 s05mais

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

* Possible Export in XLSM file

from (G307 1o (RGO
[ |

%) [theo. mass __deita (ppm) |RDB equiv
e e ot | )
5o
1 £l (C3HS.) A
a new peaklis R— i A— ::{ e
0] E TimsH)-
. 4 Bl T} [(MsH)-Care)+
Negative mode for examj e e o e e
Ready [ = e — 4 100%

B template_LC-M...xism

Vlew data/metadata

PeakForest HOWTO in XLSM format p.{10
2021 @nilspaulhe @franckgiacomoni




> Add a LC/MS spectrum

7/7 — Optional : Add a new peaklist / back to steps « 5/7 & 6/7 »

%z PeakForest Nightly X #; PeakForest Nightly

@ nightly.peakforest.org/webapp/home?page=add-spectru

Liquid Chromatography @

MS Analyzer @
MS Peaks @
[ Resolution FWHM (resolution@mass) ] 6500@1000 ] [ m/z range (ppm) from /to | 50 l 100 ] [ retention time (min) from /to | 0.9 I 1.0 ]
68 Peak List il Spectrum Preview

miz absolute intensity relative intensity (%) theo. mass delta (ppm) RDB Equiv. composition attribution

[ ] template_LC-M...xIsm A

PeakForest HOWTO
2021 @nilspaulhe @franckgiacomoni

&2 METARO



5% METABO

Os®,

PeakForest project

M

contact@peakforest.org

0| 0 g UPMC
=INA B @ ' Inserm (i 2 g, Oz

llllllllllllllllllll

PeakForest HOWTO

{4 §
8 METABO 2021 @nilspaulhe @franckgiacomoni

12




