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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 compounds in « batch mode »
1/3 — Template download

(2) select tab

& C & nightly.peakforest.org,

— : : * Import chemical compounds from file

[ Import chemical compounds from file

A Add one chemical compound

step 1: retrieve from databases @

Select basic data type
InChiKey

Value of the data entered belo % PeakForest Nightly

YYVLZ' JJVGH-UHFEH

@ nightly.peakforest.org

A Add one chemical compound Import chemical compounds from file

download template

upload file

gathering data @ DOWnload template

import result

e XLSfile format
https://nightly.peakforest.org/we app/home?page=add-compounds#add-one-cc e 1or a

i ™| il template_chemical_lib.xls [Compatibility Mo &]

©-

Insert Page Layout Formulas Data Review View &F Share A

L - X G onal Formatting Insert
7 v Format as Table Delete ~ Q ’
@ Ad d m e n u Paste v ol st 1o Editing
Sell Styles | Format v
. @ office Update To keep up-to-date with security updates, fixes, and improvements, choose Check for Updates. Check for Updates
* Chemical compound s 5
A B C D E F G
1 COMMON_NAME INCHIKEY INCHI PUBCHEM_CID CHEBI_ID HMDB_ID KEGG_ID
2 Caffeine, 1,3,7-Trimethylx RYYVLZVUVIJVGH-UHF InChI=1S/C8H10N402/c1SID 9684
3
4
5 | I
6
& compounds +
+ 158%
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> Add compounds in

2/3 — Fill and upload template

@ Downloads

Desktop

nils
Dropbox
Downloads _INRAE.xIs
Applicati

Documents

BTSync

iCloud Dri...

1614709118_0OUT_210301_Sujet_Base_do
nnees_INRAE.xlIs

Askell

Macinto: Information

Purple Options

A

Fill template with

*  Mandatory
*  Name(s), separated by «, »
* InChl / InChiKey
*  Atleast ONE external ID

Optional: more external IDS

PeakForest HOWTO
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© Office Update To keep up-to-date with security updates, fixes, and improvements, choose Check for Updates.

2
2
2
2
27
2
29
30

« browse »
Select the wanted file

« Open »
Upload is starting

Wednesday 3 March 2021 at 09:53

Cancel

Open

Daw

Insert

Paste

Page Layout

£

8

IR 1614709118_OUT_210301_Sujet_Base_donnees_INRAE.xls [Compatibility Mode] Q- O
Formulas Review  View &t Share ~
=7 Wrap Text General . K- v , | Bwon 3~ Ay~
z & s =xpelete + (317 2
= < Merge&Center+ B v % ) %3 5  Conditonal Format Cell Sort&
——— > ormatting as Table  Styles = | Format ¥~ Filter

Check for Updates

bisphenol F

_COMMON_NAME_

INCHIKEY_

Octadecyl 3-(3,

,6)7/h27-28,37H,8-26H2,1-TH3

10-6-2-13-7- ,8-10H,1-3,6-7H2

18-4-5-9-12(11)14(17)15(
1

12,16-17H,1-2H3

7-3-1)15-1 ,8-10,15H,1-3,6-7H2

1(2,3)13-15-10-1 ,13H,1-3H3

N 10-4-1)21(16-1 17)22-19/h7-8,13-16H,1-6,9-12H2
2,2,4-Trimethyl-1,2-difr ,3)13-1 1/h4-8,13H,1-3H3
115,7H2
d -2 1-12-13-14-15-16(17)18/h2-15H2,1H3,(H,17,18)
aniline [ ) N 3 /h1-5H,7H2
2-Methyl-4,6-bis((octyll GAODDBNJCKQQDY-UHFFFAOYSA-N I 7-15-13-1 ,26H,4-17,20-21H2,1-31H3
benzothiazole 10JUPLG HSNS/c1-2-4-7-6(3-1)8-5-9-7/h1-5H
*Phenyl-2,5-cyclohexadiene-1,4-

Tis(1-phenylethy BYLSIPUARIZAKZ-UHFFFAOYSA-N (2); 123(3)26-17-11-6-1 h4-23,31H,1-3H3

v IN/c1-4(23)5/hSH2,1-3H3
NN-Bis(1,4-dimethyip N InChi=15/C2 1-13-20( (6): (3)4/h11-18,21-22H,7-10H2,1-6H3
2 ¥ InChi=15/C 1(14(2,3)4)13(: ,16H1-7H3

tetrakis InChi=15/C73H108012/c1-65(2. : 10,11)12,43-84-59(

2.2- InChi=15/C2: -14)22(3,4)5)13-1 7)25)23(6,7)8/h9-12,24-25H,13H2,1-8H3
N.N'-diphenyl-1, InChi=15/C: -3 7-11-13-18(14-12-17)20-16-9-5-2-6-10-16/h1-14,19-20H

2-Mercaptobenzothiazc PGNWIWKMXVDXHP-UHFFFAOYSA-L

[
InChi=15/2CTHSNS2.2/c2*9-7-8.5-3-1-2-4-6(5)10-7;/h2*1-4H,(H8,9);/q;:+2/p-2

bisphenol F PXKLMUQFEQBVLD-UHFFFAOYSA'N __ InChi=15/C13H1202/c14-12-5-1-10(2-6-12)9-11-3-7-13(15)8-4-11/h1-8,14-15H9H2
octadecancicacd _ QIOXTHQIDYTFRH-UHFFFAOYSA-N /C18H3602/c1-2-3-4-5-6-7-8.9-10-11-12-13-14-15-16-17-18(19)20/h2- 17H2, 1H3,(H,19,20)
N-(1, /C 3-15(3)19-17-9-11-18(12-10-17)20-16-7-5-4-6-8-16/14-12,14-15,19-20H,13H2,1-3H3
a 1(
17-13)21(1 1-6H3
dis /3 23-27-1 12122
1, N InChi=15/C 1511731481 ,14,15,16)
1614709118 OUT 210301 Sujet Bas T
Ready Count: 6 ) + 100%



> Add compounds in « batch mode »

3/3 —import and result synthesis

#: PeakForest Nightly X +

@ nightly.peakforest.org

A Add one chemical compound Import chemical compounds from file

1614709118_OUT_210301_Sujet_Base_donnees_INRAE.

upload file @

gathering data *:

import result
#: PeakForest Nightly

& C' @ nightly.peakforest.org,
PeakForest™o"
Q Search

A Add one chemical compound

upload file @
gathering data @

import result A

Waiting for nightly.peakforest.org...

New compounds

Compounds already
present and enriched

Compounds with « error »
(incomplete data/metada)

&2 METARO
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Import chemical compounds from file

1614709118_OUT_210301_Sujet_Base_donnees_INRAE
s and |

Status ¢ number compound(s)® %+ lines ¢
New 30 73.17 30/ 41
Merged 8 19.51 8/41
Failed 7.32 3/41

@ office Update To keep up-to-date with security updates, fixes, and improvements, choo

1 S fx

File processing

Upload state

Import state

_—

download template

=@

& npaulhe ~

download template

DE w6 ~

Insert

B c7bca. ~452d12a322a0116f48...

O~

&F Share ~

Formulas Data Peview

c%,v 3

Number

Page Layout View

Conditional Forl

Editing

Format as Table »

L}

Alignment
5 Cell Styles ~

Check for Updates

A B c
_COMMON_NAME _ INCHIKEY_ _INCHI_

EJZEE.iE—)(‘:I:’(j~Mi|hyl]2;p‘ezlanyl}N'-phenyLZ,SCbehexadlene-?.4~dv ine Com pou nds In error ||St
can be downloaded

E F
CHEBI_ID  HMDB_IL

PUBCHEM_CID

Cobalt(2+) bis[(2Z)4-ox0-2-penten-2-olate]

compounds | 4

Ready m - . + 100%
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