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User Manual
A. Connection
1. Login to the application

A user's connection to the application is done through the left menu (see red box Image 1) by
entering your username and password automatically sent by email when the user is created by the
administrator/chemical librarian. Then, click Connection. If you are correctly authenticated, you
arrive on the home page of your laboratory's chemical library ( Image 2). Otherwise, you return to
authentication, with the possibility of requesting a password again ( Image 3) by clicking on the link
“Lost password” see chapter: I.A.2.

Chimiotheque
& Formation chimiothécaires et extractothécaires C hem B% Fronce
[ Connexion | j” i |

Connexion
Nom : ]
£ [
N " g ==

—
[ == VALORISER

Perdu le mot de passe ?
REFERENCER
|

SAUVEGARDER

le patrimoine chimique du laboratoire, pour une chimie
plus durable.

Chimiothéque : )
Extractotheque :
Il y a actuellement 1 molécules
Il y a actuellement 16 Extraits
dont 1 structures uniques
L-g-Chimio 1.7 i|Cl Copyright Laurent ROBIN, CNRS - Université d'Orléans 2011

Image 1: Login to the application
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Chimiothéque

Formation chimiothécaires et extractothécaires C hem B% Fronce

# Modifications VALORISER

® Rechercher

L.

® Saisie REFERENCER

#® Modifications

® Rechercher

SAUVEGARDER

Chimiothéque
® Plaques

® Résultats Bio

le patrimoine chimique du laboratoire, pour une chimie
plus durable.

® Importation
® Exportation
® Attribution structures
® statistiques

Extractothéque

© Impartation Chimiothéque : R
 Exportation Extractotheque :
® Paramétres Il y a actuellement 1 molécules
® Statistiques Il y a actuellement 16 Extraits
. dont 1 structures uniques
Paramétres
@ Etiqueites

® Utilisateurs.

® Application

® Compte

® Déconnexion

Image 2: Chemical librarian/administrator user authentication successful

Chimiotheque

Formation chimiothécaires et extractothécaires C hem B‘ﬁ Fronce

i .

Mauvais Nom ou Mot de
passe

VALORISER

Mot de passe :

REFERENCER

Perdu le mot de passe ?

SAUVEGARDER

le patrimoine chimique du laboratoire, pour une chimie
plus durable.

Chimiothéque : )
Extractothéeque :
Il y a actuellement 1 molécules
Il y a actuellement 16 Extraits
dont 1 structures uniques

L-g-Chimio 1.7 i | Cl Copyright Laurent ROBIN, CNRS - Université d'Orléans 2011

Image 3: Error during user authentication
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2. Forgot your password

If you have lost your password, you can obtain a new one automatically. At the bottom of the login
menu, you click on the link “Forgot your password? » you arrive on a page ( Image 4) where you
simply enter your name (pay attention to upper and lower case letters) as well as your email address
and submit to receive a new password. Please note, the email address provided must correspond
to the one known for the corresponding account.

Chimiotheque
% Formation chimiothécaires et extractothécaires Chem B‘%I (once
|___ Connexion ____|

Connexion
Nom :

E— N
Mot de passe : . ]

— votre siresee ot
Perdu le mot de passe 7

Image 4: Page to obtain a new password automatically
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B. Chemical Library Part

1. Entering a new product
a) First entry page

In the entry section of the Chemical Library Menu, you arrive at the entry of a new product ( Image
5), this section is accessible to all. There is a difference for the administrator and the manager who
will have to enter the name of the chemist, to do this type the 1st letter of the name and select it
from the drop-down menu. As a reminder, the chemist account must first have been created. All
fields marked with a * must be completed in order to continue.

Chimiothéque

Formation chimiothécaires et extractothécaires ChemB.% Fronce

@ Saisi LA
Ohex| | |z Dvx&H
® Modifications =|==[= ~A00QCIOCF%
® Rechercher E
N
|__Extractothégue __Jj{V]
— Champ
® saisic
® Modifications E = : champ obligatoire apparaissant
® Rechercher | <l - uniquement
] — — our le(s
_I Origine de la molécule : | — Sélectionnez une origine - v pd . .( )
Chimiothéque T Etape de synthése de la molécule : | - Sélectionnez une étape -- v a mInIStrateur(s)
# Plagues
— -+ dismon et chef(s
& Résultats Bio * Masse de produit disponible : | [mg ~] ( )
® Importation Type de structure :
® Exportation
® Attribution structures
® Statistiques
Extractothéque . —
@ Importation JSME Molecular Editor by Peter Erfl and Bruna Bienfait »
® Exportation JME - Aide
® Paramétres
Recommandations pour le dessin des structures
® Statistiques
Note sur la c
Paramétres
P
® Utilisateurs

® Application

____ Compte |
® Compte

® Déconnexion

Image 5: Entering a new molecule

Below this, you have a link to a PDF file containing the recommendations of the National Chemical
Library, particularly those concerning the drawing of molecular structures. You can also find this
document in the Appendix to chapter 1.a.i.1.A

You can directly import your molecular structure into JSME ©Novartis Institutes for BioMedical Research
Inc. and Bruno Bienfait from a mol file or a smile. For example from the Biovia Draw © Dassault Systemes
software, once your molecule has been drawn or opened in the software, click on the “Edit” menu then on
“Copy As” then click on “Molfile” or “Smiles” ( Image 6). If you have sugars, choose the Smiles code, because
upon import you will have a molecule automatically redrawn closer to the standard that we recommend.
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molécule.mol [modified] - BIOVIA Draw 2016 © 100% - o x
File [[Edit | Options Object Chemistyy Window  Help
for]d unde ez o =0 el -0 - By 1 ¢ Pr=-=
i |t Redo Curley

o Cut ax VS pp Pl S IG e PEN 0 s P F o B Klaa &

L= Copy  CuleC

O Paste CtrlsV.

F
<=

b
Copy As v Molfile Ctrl+M ~
Paste Text As » SMILES String
Duplicate  Ctrl+D NEMA Key
Delete  Suppr

=

Chimestring

B

Halic Ctrl+l Sketch String
Bold Ciries InChi String

X

Underline~ Ctri+U InChi Key

1UPAC Name
Select All Ctri+A

Sequence Text
Insert Object

Bitmap
Metafile

.
HELM String . . N

RS

Npopl
7N\
N

- Q0% + [+ 108016 | CurentTook SelectTool |

Image 6: copy your structure in Mol format from structural drawing software

In Lg-Chemio you click on the icon ﬂ(or right click in the window) then click on “Paste MOL or SDF

or SMILES” in this new window paste (Crtl V) your text (Mol or Smiles) from your software structure
drawing then click on the “Accept” button ( Image 7).

Paste x

Paste the text to import into the text area below. Or
drag and drop a file on it.

| Accept | | Parcourir... | Aucun fichier sélectionné.

Image 7: JSME window or paste your text in Mol or Smiles format

The “Note on configuration” field allows you to write a detail not visible on the structure drawing,
for example: mixture of enantiomers.

Attention, il est trés important de prendre soin de bien dessiner votre structure

moléculaire, car c’est I’élément central du systeme.

Once the molecule has been correctly drawn, you must enter the mass in mg or nmol of product
placed in a pill bottle. The nmol unit is used for the European Glycomimetics Chemical Library.

It can be Omg. The product is entered for memorandum ( the product remains laboratory know-
how) , it is therefore available to be screened virtually.
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Then, you must enter the type of the molecule to know if it is:

® Royalty free : the molecule is visible to everyone. The molecule can be exported to the
National Chemical Library.

® Under contract : the molecule is visible to the user who entered it, to their manager, to
their boss and to the administrator.

® Ppatented : the molecule is visible to everyone. You will have an additional field allowing you
to enter the patent number on the second page.

The “origin of the molecule” field contains a default value for all users, if it has been defined in the
“Parameters” section (see Chapter Erreur ! Source du renvoi introuvable.), you must select another
value if the default one is not suitable for your laboratory.

Once the fields are completed correctly, click on the “Submit” button to proceed to the next page.
Example of entry, see Image 8.

|_Chimiothéque |
@Oeix| 3 12 O0X S
mwanens < [fl= =~ ADOGIOOOFN h
® Rechercher [« Champ
N apparaissant
|___Extractothéque __JjiV) f
— uniquement
® saisic T Ie(s)
o odieations F L, /k = : champ obligatoire p
o Rechercher cl N0 administrateur(s)
Br | )\ * nom du chimiste { Guillard Marianne
— N et chef(s)
L Origine de la molécule :
Chimiothéque — Etape de synthése de la molécule : | - Sélectionnez une étape - v
® Plaques X
® Résultsts Bio + Masse de produit disponible : |5 |mg v|
® importation Type de structure :
® Exportation
@ Attribution structures
® statistiques
Extractothéque
@ Importation pasi V3000 i i by OpenChemLib Chiral b
@ Exportation JME - Aide
® Paramétres
Recommandations pour le dessin des structures
@ statistiques
Note sur la
Paramétres
® Etiquettes
® Utilisateurs
® Application
. Compte ____|
® Compte
® Déconnexion
L-g-Chimio 1.7 i |C| Copyright Laurent ROBIN, CNRS - Université d'Oriéans 2011

Image 8: Example of entry with an administrator view

If the structure is already present in the database, the message “ Attention duplicate!” the structure
already exists in the database. Do you want to continue ? » is displayed, you can choose to accept
this duplicate or cancel the entry see Image 9.
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Image 9: Example message for a duplicate structure

b) Second entry page

If you have set the numbering to automatic (Chapter Erreur ! Source du renvoi introuvable.), the
number appears in red at the top in the middle. You will find an example of the second entry page
in the chemical library in Figure 10. Otherwise you will have to manually enter your product number
in the corresponding field.

At this point you can still change the mass. If it is below the threshold adopted in the configuration
section (Chapter Erreur ! Source du renvoi introuvable.), ( in our example 5mg ), the number is
modified automatically if you are in automatic numbering when your cursor changes field. In this
example, we chose to enter the mass at 5 mg on the first page. | get the number ICOA-FST-L-01A02.
If we increase this mass on page No. 2, the number is not modified. On the other hand, if we
decrease below the 5 mg threshold defined in the settings (Chapter Erreur ! Source du renvoi
introuvable.), the number is automatically modified and becomes ICOA-FST-L-1, representing a
product number not stored. A number proposed on page No. 2 of the entry is reserved for the day,
even if the user does not complete his entry or if he modifies the mass resulting in a change of
number. This number will be offered again from the next day.

Likewise, if a product is out of stock (0mg), this results in an automatic number change when the
user makes the mass change. The number thus released will be automatically offered at the next
entry made by a user. For each entry in the app, there is a random permanent unique 8-digit
number that is generated. This number visible in the product sheet can be used for data transfer
and dialogue with the National Chemical Library or biologists. Thus each product has a unique
random and permanent 8-digit number and a storage number according to the settings defined in
the Erreur ! Source du renvoi introuvable..

For analyses, you can enter the analysis results in text form in the white box and/or enter the
spectrum file via the “Browse” button. There is no lock on file type. However, we recommend that
ou use a long-lasting format such as “PDF” and not too large, because it is stored in the database.

https://cn-intra.enscm.fr/chidept.html Page 100




Lg-Chemo | 2024

Chimiothéque .
“ Institut de Chimie Organique et Analytique %

TS - : champ obilgatoire

Huméro de pilulier : ICOATGU-L-08C10

® sas
Code(s)-borra(s) ou Qreode(s) :

® wodcatons (séparés por un retour 3 Ia ligne)

® Recharcher Solvants de solubilisation :
O acétate déthie
0 acitone

Y 00 acétorierile
[ benzine

o e *+ Masse de produit dispanible ) ehlorsforme

® Modificabons. 9 S mg ) dichloraméthane

o Couleur du : Dowr

I oo
O e
OH 0 étnanel
T:Lﬂ%l [ prT—

) éner e péteole.

Aspect : O inconny
(= S8ctionnez espect — v 0 insoluie
O mthansi
Pricautions & prendre D wredion
- stocker sous argon = O e
se dégrade L O tobutne
solide dectrostatique -

Hom en IUPAC (anglaise) :

o aopicancn Analyses

Bibliographie

L-g-Chimia 1.7 li|C] € ROBIN,

Figure 10: Example of entry
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All information provided, click “Submit”. At that time, only the information is saved in the
database. An automatic email is sent to the manager, boss and administrator. An option in the
“Account” section allows everyone to deactivate this return by email, see the I.D.

2. product data

The “Modification” section of the left “Menu” allows the user to consult and modify their molecules,
for managers or leaders, those of their team. The administrator can intervene on all files.

a) Perform a search

The home page of this section allows the user to search according to various criteria.

Everyone can search by exact structure, by substructure, by similarity, by molar mass, raw formula,
laboratory notebook/thesis reference, tags and numbering. For the latter, you can use:

e either the unique random 8-digit number,

e either the number defined in the “product-parameters” section (example: ICOA-FST-L-
01A02 see Chapter Erreur ! Source du renvoi introuvable.),

e or the number of the National Chemical Library (CNOOOOOOV) if it was imported by the
administrator (Chapter Erreur ! Source du renvoi introuvable.).

Regarding the molar mass and the crude formula, you can perform an exact search by checking the
“exact” box. Otherwise, by default you search by pattern.

For searching by tags you can select one or more tags (Ctrl key + left mouse click).

The upper part of the page is modified depending on the user ( chemist, manager, chef and

administrator ( Image 12)

The chemist ( Image 12) will see the “molecule type” field (free, under contract or patented) , the
manager ( Image 13) will see the “molecule type” and “collaborators” field (with only the members
of his team ), the leader ( Image 14) will see “teams” (with his or her teams attached) .

The administrator will have all the menus with all the teams and users ( Image 11).

To search by exact structure, substructure or similarity you must draw your structure in JSME ©
Novartis Institutes for BioMedical Research Inc. and Bruno Bienfait then click on the desired search
type. For similarity search you can adjust the Tanimoto coefficient using the tab. The closer it is to
zero, the less restrictive your search will be .
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® Saisie

. lectionnez une

et/ou

ou
collaborateurs :
|~ Sélectionnez un collaborateur —- |

® Rechercher

Extractothéque

® Saisie

® Modifications

® Rechercher

Masse molaire en g.mol 1 :
[ sxacte

Chimiothéque
® Plaques

ou
® Résultats Bio

F le brute :
® Importation ormule brute

‘ D exacte

® Exportation

@ Attribution structure ou

® Statistiques .

Numeérotation :

Extractothéque ‘
@ Importation

® Exportation ou

® Paramétres.

Référence cahier de labor:
® statistiques

Paramétres
® Etiquettes

JSME Molecular Editor by Peter Ertl and Bruno Bienfait bl

® Utilisateurs
JME - Aide
® Application

Rechercher par : @ Structure exacte () Sous structure () Similarité - Coefficient de similarité : min0 max 1 valeur: 0.6

® Compte

[ Rechegsfier |

® Déconnexion

L-g-Chimio 1.7 i | Cl Copyright Laurent ROBIN, CNRS - Université d'Orléans 2011

Image 11: search page seen by the administrator

Chimiothéque

Institut de Chimie Organique et Analytique

® Saisie type de molécule :

@ Modifications - Sélectionnez le type - v | =

® Rechercher

==E B L R P

® saisie

A

| O exacte

® Modiicationss

® Rochercher Formule brute :

[ exacte

® Compie

|=|Z|a[~]=]o]|z]o

® Déconnaxion Numérotation :

[x]

ou

Référence cahier de laboratoire ou thése :
ou

Tag de la structure :

- Sélectionnez un Tag ~ ~
Eator » GAVO
I

ME: Aide
Rechercher par : @ structure exace O Saus structure () Similarité - Coeffiient de similarité : min 0 L] max 1 valeur: 0.6

Rechercher |

L-g-Chimio 1.7 i [C] Copyright Laurent ROBIN, CHRS - Université d Orléans 2011

Image 12: Display seen by the chemist guy

https://cn-intra.enscm.fr/chidept.html Page 103




Lg-Chemo | 2024

Chimiothéque ~
aQ S
Institut de Chimie Organique et Analytique
L Chimiothéaue |

Chimiothéque
® saisie ‘type de molécule : “ collaborateurs :
- — Sélectionnez e type — v Jou — Séleconnez un collaborateur — v i
® Résultats B
® Rechercher @Dm{x ® x| DOx <E|>m
—= Masse molaire en g.molt :
=B =[=~A000000F % =5 cmte
TS C
 saisie - ou
o
® Moditication
Modifications 5 Formule brute:
® fechercher — ) exact
[~}
ou
___compe N1
1 Numérotation :
® Compte
® Déconnexion 7
X ou
Référence cahier de laboratoire ou thése :
ou
Tag de la structure :
- Sélectionnez un Tag — ~
JSME Malecular Editor by Peler Ertl and Bruno Bianfai » GAVO
ME hide
Rechercher par: ® Structure exacte () Saus structure () Similarite - Coefficient de similarivé : min 0 L] max 1 valeur: 0.6
Rechercher
L-g-Chimio 1.7 nE Copyright Laurant ROBIN, CHRS - Université d'Orléans 2011

Image 13: Display seen by the responsible guy

Chimiothéque
a
Institut de Chimie Organique et Analytique
i equipes :
1ypa de motécula : — Sélectionnez une équipe — v
: ot/ou ou Rechercher
 Résutats Bo w3t el ypedd collaborateurs :
— Sélectionnez un colleborateur — v
® Rechercher
Extractothéque @Owix| (= x| DX S0
=(=(r Masse molaire en g.mol™t ©
® sasie ~-B==~A000000F% = O oace
c
® Modifications
N
® Rochercher = ou
s Formule brute :
L compe N [ exeet
* compte L) ou
 Déconnexion Bxj
| Numérotation :
= ou
Référence cahier de laboratoire ou these :
ou
Tag de la structure :
-- Sélectionnez un Tag — ~
» GAVO
v
ME: A
Rechercher par: ® Structure exacte () Saus structure () Similarité - Coefficient de similarivé : min 0 o max 1 valeur: 0.6
Rechercher
L-g-Chimio 1.7 nE Copyright Laurent ROBIN, CNRS - Université d'Oriéans 2011

Image 14: Display seen by the boss guy

Thanks to this form, the user can access for research, modification and consultation only the
products that are attached to him by the hierarchy of rights ( Erreur ! Source du renvoi
introuvable.). Only the administrator will have a view of all the teams defined in the Erreur !
Source du renvoi introuvable..

b) Result of the research
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After entering a search criterion and clicking on “Search” in the relevant section, you obtain a result
which is displayed page by page with 8 molecules per page ( Image 15).

Chimiothéque Changement
. - ] ] de pages Q @
% Institut de Chimie Organique et Analytique pag A
L Chimiothéque |
— = Tl y a 233 réponse(s) répartie(s) sur 30 page(s) page 1 page 2 Aller 3 la page
® saisio
® Mogih
* Rech 1COA-IGU-L-02G10 : Smg ICOA-IGU-L-04EQ7 : Smg
GIGANT Nicolas 16-11-2011 GIGANT Micolas 09-03-2012
Respansable : 1sabelle G-Gilalzeau < }.~] L S Responsable : isabells G-Gilalzeau =
pureté contrélée : Non contrilée N pureté contrélée : Non contrélée
structure contrdiée : Non contraide /& structure contréiée : Nan contrélée
] ]
| OH |
NH
® Rechercher s
L Compte | > .

C1aNOsHis

* Compte CoNOHs
. P 309,359 g.molt

147.174 g.mol 1

ICOAI1GU-L-04E02 - Smg
a0, GIGANT Nicolas 09-03-2012
[ Responsable : Isabelle G-Gillaizeau <.} ~]
L . purets contrélée : Non contrdlée
NT N ]( “:L structure controlée : Non contralée

07 g -\./’L
=4 i =

\COAIGU-L-09D02 - Smg
GIGANT Nicolas 08-03-2012

Responsable : Isabelle G-Gillaizeau 2
oureté contréiée : hon contréiée

structure contrside : Non contrdlée

- .
CusMa04Hzn C1aMO3Hzs
340.373 g.mol 302,396 g.mal "t
1COA-IGU-L-04E0E : 5mg ! 1COA-IGU-L116 : Omg
GIGANT Nicolas 08-03-2012 D (GIGANT Nicolas 30-11-2011 .
Responsable : Isabelle G-Gillaizeau <} -] oo A ][ ] Respansable : Isabelle G-Gillaizeau <N~
pureté contrélée : Non contrilée Ny o pureté contrélée : Non controlée
“ structure contrdlée : Hon contrdlée U N structure contralée : Non contréiée
n oy
/& o -;l\ =]
R ? o* ™o
. -
C2aMOsHa; Caih207Hao
387.555 g.mol* 422,472 g.mol-1
Y
] TCon AU e g "Con o LT o
W GIGANT Nicolas 20-12-2011 GIGANT Nicolas 20-12-2011
W Responsabie : Isabelle G-Gllalzeau <. }.~] Responsable : Isabelle G-Gilalzeau < }.~]
HOL N NH purets contréiée : Non contralée pureté contrilée | Non contrélée
\r\ structure contréiée : hon contralée . structure contréiée : Non contrélée
A0 -
1 LN
e Q
. .
C2uNz03Hz7 CauMaOabzs
401.456 g.mol"* 383.441 g.mol*!
Ty a 233 réponse(s) répartie(s) sur 30 page(s) page 1 page 2 Aller & la page
L-g-Chimio 1.7 i ]C] Copyright Laurent ROBIN, CHRS - Université d'Orléans 2011

Image 15: Results of a chemist view search

At the top and bottom of the results page, you can change pages, either page by page, or you can
go directly to a specific page. The results page displays the structure with the raw formula and the
corresponding molar mass. In front of the structure, you have the reference of the file(s) with the
storage number, the mass stored, the name of the user who filled in the file and the date of entry,
but also the name of the person responsible and the information on purity and structure control.
Since duplicates are accepted by the system, you can have several records for the same structure

( Image 16)

https://cn-intra.enscm.fr/chidept.html Page 105




Lg-Chemo | 2024

ICOA-FST-L-02D02 : 300mg
Lucé Jéréme 31-07-2002

Responsable : Franck SUZENET
HN pureté contrélée : Non contrélée
structure contrdlée : Non contrdlée
o Br

ICOAJCI-L-01C11 : Smg
Barroca Nadine 01-08-2002

Responsable : Chrystel LOPIN
I pureté contrélée : Non contrdlée
= structure contrélée : Non contrdlée
N A

C14NzOBrH, 5

\ 303.154 g.mal"1 J

Image 16: Existence of two files for the same structure

(]
If you wish to consult your file, click on the icon: , if you wish to modify the data of one of your

files, click on the icon: .

ICOA-FST-L-02D02 : 500mg
Lucé Jéréme 31-07-2002
Responsable : Franck SUZENET

pureté contrdlée : Non contrélée
A structure contrélée : Non contrélée
rl*( Copy as SMILES

Copy as MOL

Copy as MOL V3000

Copy as InChl

Copy as InChl key
C14N20BrH )
305154 gm: S€ArCh chemical structure (through InChlKey)
Copy as InChI auxinfo
Copy as JME
Copy as OCL Scalar Vector Graphics

Copy as raw Scalar Vector Graphics

c) Consult a file

If you clicked on the icon ™ in the search results page, you access the consultation of the substance
sheet. This is modulated according to the user's rights.
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Image 18: Menu of the consultation form

All users have the “Structure” and “Analysis” tabs. The manager and administrator also have the
“Organic Results” tab. However, only the administrator has the “History” tab.

(1) “Structure” tab

Image 18), you visualize all the data of the structure. They are divided into four categories: data
entered by the user, data calculated by the system and data imported by the administrator.

For the first tab (

e The data entered by the user which are displayed on this tab are the 2D structure, the
operating mode, the observations, the color of the substance, the mass of the product
stored in mg, the origin of the molecule, the type of product, the experimental elemental
analysis, the type of purification, the laboratory notebook reference, the melting point,
the boiling point, the special precautions to be taken with regard to the product, the
solubilization solvents of the substance, bibliographic references:

o the DOl number ( https://fr.wikipedia.org/wiki/Digital Object Identifier ),
o the CAS number ( https://fr.wikipedia.org/wiki/Num%C3%A9ro CAS),
o the HAL number ( https://fr.wikipedia.org/wiki/HAL (archive ouverte) )

e The data calculated by the system are theoretical elemental analysis, molar mass and
crude formula.

e The data generated by the system which is visualized on the form are the storage
number, the constant number, the date of entry, the name of the person who entered
the data.

e The data imported by the administrator are the number of the National Chemical
Library and the tare of the pillbox see chapter: Erreur! Source du renvoi
introuvable..

e For Chemistry Libraries that have used previous versions of Lg-Chimio you have data
at the field level: Logp, check Lipinski's rules, Number of acceptors, Number of rotary
links, Number of aromatic atoms, Number of aromatic bonds, Number of donors,
Number of asymmetric atoms, Fusion point, Boiling point. These data were calculated
by the Chemaxon company tools which we no longer use in this new version.
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Institut de Chimie Organique et Analytique
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® Saisie

® Modifications

® Saisio
® Modifications.

® Rechercher

® Compte

® Déconnexion

L-g-Chimio 1.7

Nam :
Phanyl-6-(4-methoxyphenyl)-3,4-dihydropyrid
Structure contrilée : Non contrélde

Pureté contrélée : Non contrblée
Date controle pureté :

Q

Note sur la configuration :

Mode opératoire -

ous atmosphére inerte, une solution de 50 mg de phosphate vinyiique x (0,11 mmal, 1
$8q.) et de 8 mg PACI2(PPh3)2 (0.011 mmal, 0.1 ég.) dans 1 mL de THF anhydre est
Hégazée trois fais avant d'étra agitée pendant 15 minutes. 31 mg (0.14 mmol, 1.25 éa.)
e dioxazaborocane, 0.17 mL d'une solution aqueuse de Na2C03 2M (0.33 mmal, 3 éq.),
0.25 mL d'eau et quelgues gouttes d'ELOH sont ajoutées au milieu réactionnel avant
W'étre porté A reflux pendant 90 minutes. Aprés refroidissement, Ia solution est fitrée su
dlite et rincée 3 MAcOE et & I'eau. La phase agueuse est extraite 3 'AcOEY, puls les.
phases organiques sont lavées avec une solution aqueuse saturée en Nad), séchéss sur
MgSOH4, filtrées et concentrées. Une chromatographie sur gel de silice (éluant : EP/AcOE, |
95/5 & 8/2) parmet disoler le composé x (24 mg, 71%) sous forme d'un solide blanc.

Dbservations -

numéro DOI : Référence CAS :

Li[C)

Numéro ; [COA-IGU-L-D4E07
Nunvéro constant: 18346758
Numéro Chimiothéque Mationale :
Code barre/Qreode :

Date d'entrée : 2012-03-09 11:02:13

crr ot

Masse molaire : 309.353 g.mol *
Masse de produit disponible : 5 mg
Tare du pilulier : 0 mg

Présent en plaque(s) : hon
Formule brute : Cysh03H;s

Nom : Nicolas GIGANT

Origine de la molécule : Synthise
Type du produit : Libre

Etape de synthése : Inconnue
Aspect du produit : sollde
Logp : 3.84

Vérifie les régles de Lipinski
Analyse élémentaire théorique : C(73.77%), N(0.00%), O(15.52%), H(6.19%)
Analyse élémentaire expérimentale :

Type de purification : colonne

Référence du cohier de laboratoire : NG376

Nombre d'accepteurs : 3

Nombre de Raisons rotatives: 4

Nombre d'atomes aromatiques : 12

Nombre de aisons aromatiques : 12

Nombre de donneurs : 0

ui

Nombre d'atomes asymétriques : 0

Point de fusion : 36

Point d'ébulition :

Précaution(s) :

Solvamt(s) : acétate déthyle, acétone, chioroforme, dichloromiéthane, THF,
numéra HAL :

Copyright Laurent ROBIN, CNRS - Université d'Orléans 2011

Image 19: “Structure” tab

(2) “Analysis” tab

In the “Analysis” tab ( Image 20), you can view all the results of the analyzes carried out on the
substance, which have been entered by the user. On the left side you have the numerical results
and on the right side you have the files uploaded by the user and available for download.
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® saisie

® Rechercher

® Saisie
@ Moainications

® Rechercher

® Comple

® Déconnexion

Chimiothéque

Institut de Chimie Organique et Analytique

Purets mesuree : o

Méthode de mesure de la pureté :

[Epectramétrie LV

Epecirométrie de Masse ©
0211129

[5M (15) : m/z = 310.0 [M+H}+

Source d'ionisation : INCONNU

Spectrométrie de Masse haule résolution -

source d'ionisation :

| TTEH
021-11-28

RMN 1H (CDCI3, 400 Miz): [ (ppm): 1.9 (qt, 2H, H3, ) = 6.6 Hz), 3.33 (qt, 2H, Ha, 1 =

[3.8 Hz), 3.79 (s, 3H, OCH3), 3.85 (q, 2H, H2, ] = 5.4 HZ), 542 (t, 1H, HS, ) = 3.8 Hz), 6.79
(d, 2H, Har, ] = 6.2 Hz), 6.85 (d, 24, Har, ] = 8.6 Hz), 7.06 & 1H, Hag ) = 7.5 Hz), 7.20 (d,
[1H, Hag ) = 8.0 Hz), 7.23 (d, 18, Har, ) = 7.6 Hz), 7.32 (d, 20, Har, ] = 8.8 Ha).

| T
o21-11-28

RMN 13C (€DCI3, 100 MHz): ] (pom): 23.7 (1ECH2, €4), 23.9 (1iCH2, €3), 45.7 (1iCH2,
[£2), 55.5 (11CH3, OCH3), 113.8 (21CH, Cark), 115.7 (11CH, €5), 121.5 (2iCH, CarH),
[125.4 (1[CH, Cart), 126.4 (20CH, Cark), 120.2 (2ICH, CarH), 132.6 (CIV, Car), 139.5 (CIV,
ar), 151.2 (CIV, Car ou C=0), 153.5 (CIV, Car ou C=0), 159.1 (CIV, Car).

Infrarouge :
poz1-11-29

R (pur) : Bl (om-1): 2928 (CH), 2837 (CH), 1701 (C=0), 1638 (C=C), 1608 (C=C), 1511
(€=C), 1193 (C-0).

bo:
b Température :
la Concentration :

la Solvant :

M
Ri: 057

CM Solvants ulilisés ; ER/ACDR : 8/2

L-g-Chimio 1.7 i |C) Copyright Laurent ROBIN, CNRS - Univarsité d'Orléans 2011

Image 20: “Analysis” tab
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(3) “Organic Results” tab

The “Organic Results” tab, accessible only to managers, bosses and administrators, allows you to
have in tabular form the results of all the biological tests carried out on the substance consulted (
Image 21). A result only appears if it was imported by the administrator using the import tools (see:
Chapter Erreur ! Source du renvoi introuvable.).

Chimiothéque

’ L ; ] Q @
Institut de Chimie Organique et Analytique

Résultats
Actit Commentaires
e dactivite | %o mubiion | ICsgennm | ECsgenni | Auire resuitat

128 [ | I [ |

[ Exiractothéque /|

® saisie

# boditcotons Référence UniProt

® Recherchar

== Nom de la cible

Chimiothéque
.

L-g-Chimio 1.7 (i ]|C] Copyright Laurent ROBIN, CHRS - Université d'Orléans 2011
Image 21: “Organic results” tab

By hovering over the name of the biological test, you access the details ( Image 22). The number
next to the name of the biological test here P22303 on Image Image 22it is the UniProt reference (
https://fr.wikipedia.org/wiki/UniProt ) of the protein, by clicking on it, you are directly taken on the
data for this protein on the UniProt website.
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Chimiothéque

Institut de Chimie Organique et Analytique

® saisie
® Moaifications

® Rechercher

® saisie
® Modifications

® Rechercher

Administration

Chimiothique

® Résultats Bio
® importation
® Exportation

® Attribution structures

Résultats
Cible Actif

% dactivité | o inhibition | ICsgennM | ECsgennM | Autre résuital

Commentaires

i e - P2zi03 s |

Laboratoire :

Programme PIR « ACHE »

Les mesures d'inhibition ont été réalisées en collaboration
avec l'équipe du Dr Catherine Guillou de IICSN, par Olivier
Pamlard (ICSN) et Sophie Corvaisier (CERMN).

0.001mol. L
Protacole du

Les mesures dinhibition des produts de 1 CNE vis-avis de
Factivité de Facétylchlinestérase ont &té réaisées 3 9.10-6 M.
Les enzymes étudides ont été AChE humaine et AChE
ehectrophorus electricus (anguille dhectnque).

Sur les 840 produits de |3 CNE, 42 produits présentent une
inhibition de I'activité JACHE humaine supérieure & 80%, 21
produits présentent une inhibition de l'activitd JACHE
electrophorus electricus supérieure 3 B0% et 11 produits
présentent une inhibition de I'activitd supérieurs & B0% sur
les deux types d'enzymes.

1 faut noter que les quantités de produits fournis nont pas
permis de réaliser les mesures dinhibition en duplicate.

® statistiques.

Extractothéque
® importation

® Exportation
® Paramitros

® stustiques

® tiisateurs.

Image 22: display of biological test details
(4) “History” tab

This tab is only accessible to administrators ( Image 23). It allows you to view the history of changes
made on the substance sheet consulted. This historization provides the following information in
table form: the field that was modified, by which person, on what date, we also have the old value

of the field.

IR TR T LT e

® saisie

Chimiothéque

Institut de Chimie Organique et Analytique

Modifications effectuées sur cette fiche

® Recherchier Qui Date de la modification Champs Ancienne valeur
robin Laurent 2018-05-22 17:17:45 Nom : 6-cydohexanecarbonyl-1H-pyrrolo[2,3-bpyridine
robin Laurent 2018-05-22 17:17:45 Structure WVFWOMXBQGOGBD-UHFFFACYSA-N

robin Laurent 2018-05-22 17:17:46 Type de purification : colonne

@ Saisie robin Laurent 2018-05-22 17:17:46 Aspect du produit : huile
robin Laurent 2018-05-22 17:17:48 a Salvant : Aucune valeur

@ Moditications 2018-05-22 17:17:46

2018-05-22 17:17:46

robin Laurent Observatians, Ancienr  uméra unigue ; 3332152

—— robin Laurent Etape de synthase : Inconnue

Administration

Chimiothéque
# Plaques

® Risultats Bio
® importation
# Exportation
® Attrbution structures.
® statistques

Extractothéque
# importation

® Exportation
® Paramétres
® statistiques

Paramétres
® Enquettes

@ utmsateurs

® Apgiication

® Compte

® Déconnexion

L-g-Chimio 1.7 nE

Copyright Laurent ROBIM, CNRS - Université d'Oriéans 2011

Image 23: example of a file modification history
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(5)

Export a search

In administrator mode, you can export your search using the export button at the top right of the

page see Image 24.

Chimiothéque

Institut de Chimie Organique et Analytique

® Saisie

1y a 12975 réponse(s) répartie(s) sur 1622 page(s) page 1 page 2

® Modifications

® Rechercher

ICOA-FST-L01A02 : 311mg
| Exiraclothéque | PAVE Grégoire 20-12-2001

Responsable : Franck SUZENET as
® Saisio =] pureté contrélée : Non contralée

structure contrélée : Non contrélée
® Modilications oH

o
Chimiothéque .
® Piaques .
C1aHOsH;
C1003Hg e

® Résuitats Bo 349.421 gumol ™t

176169 g.mol
® importation

® Exportation

ICOA-FST-L-0LAD4 : 36mg
PAVE Grégoire 08-01-2002
Respansabla : Franck SUZENET |

. N
Statistiques
' | pursts contrélée : Non contralée )
Extractothéque 0" on structure controlée : Non controlée
® mpartation WL 0 [N =

@ Exportation

® Attribution structures.

® Paramétres

@ Statistiques

Parame!
® Enquet

C1aM30Hs
187.198 g.mal'

C1eNOsHa3
309358 g.mol

&
T

>r

C1NO4IHaz
419255 g.mol *

® ymsateurs

® pication
1COA-FST-L-OLAQE : S0ma
PAVE Grégoire 10-01-2002
Comp 3
e Respansabla : Franck SUZEWET <]
® Compte puretd contrélde : Non contralée

structure contrélée : Non contrélée

® Déconnexion

€320gH3n
518.641 g.mol"!

ICOA-PCN-L-01402 : 30mg
Godin Guillaume 14-01-2002
Respansable : Philippe Compain =
é puretd contrlda : Non contrélée -
structure contrlde : Non contrélée

CoNOSSH,
213.254 g.malt

C1906H2e
350,406 g.mol*

Ty & 12975 risponse(s) répartie(s) sur 1622 poge(s) page 1

page 2

n=

L-g-Chimio 1.7

Image 24: exporting a search from the “modifications” tab

Aller 3 la page

[ = |

1COA-FST-L-01A03 ; 73mg
PAVE Grégoire 03-01-2002
Responsable - Franck SUZENET
pureté contréiée : Non contrdlée
structure contrélée : Non contrélée

B
a

ICOA-FST-L-01A05 : 96ma
Alphonse France-Aimée 08-01-2002
Responsable : Franck SUZENET
pursté contréléa : Hon contrélée
structure controlée : Non controlée

ICOA-OMN-L-01AC2 : 20mg
Rousseau Cyrill 14-01-2002
Responsable : Estelle GALLIENNE
pureté contrdlée : Non controlée
structure contréide : Non contrélde

as

ICOA-PCN-L-01403 : 102mg
Gueyrard David 14-01-2002
Responsable ; Phiippe Compain
puraté contrélée ; Non contrlée
structure contrdlée : Non controlée

a8

Aller 3 la page

Copyright Laurant ROBIN, CHRS - Université d'Orléans 2011

By clicking on this export button, two choices will be displayed on your screen, see Image 25:

e either you can copy all the storage numbers to the clipboard,
e oryou only export the 8 storage numbers of the displayed page.
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Exportation

| Tout copeer dans le presse papier

Image 25: Choice between the 2 export options

Image 26: Copying the list to the clipboard

Chimiothéque

- ot - - & @
. Institut de Chimie Organique et Analytique

EZRETR

O sor
® Modifications Ocsv

® saisie

® Rechercher
Sélactionnez les champs & exporter :

Sélectionnez les champs souhaité

writéres de sélection ;

I Deaivs
[ utilisateur
# Modiicabons, OType de cantrat
® Rochercher non wirtuels
se disponible
@n plaque mais pas an vrac
e ] Prodult chez EVOTEC mais plus en vrac
Ome
Chimiothéque
® Plaques © seulement les produits présents chez Evatec
® Résultats Bio O saulement les produits qui ne sont pas chez Evotec
@ Les deux

® impartation
Depuls une liste didentificateurs

® Expartation

Liste d'identificateurs :

TCOA-FST-L-1A02; TCOA-FST-L -81A03; ICOA-FST-L-01A04; TCOA-FST-L-81A05; ICOA-FST-

L-01A86; TCOA-OMM - L -@1A82; TCOA-PCN -L-@1402; ICOA-PCN-L-@1A03

® attribution structures
® statistiques.

Extractothéque
® impartation

@ Expartation
@ Paramétres

® statstques Séparateur utilisé pour la liste :

® utisateurs

® Apglicaion

L compte |
® Compte

® Déconnexion

L-g-Chimio 1.7 (i ]|C] Copyright Laurent ROBIN, CHRS - Université d'Oléans 2011

Image 27: exporting the list of the visible page (8 results) in the export page
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Once copied, you can paste the whole thing, for example, into the export tab of the chemical library
part of Lg-chemo. This will allow you to extract the data in SDF form see chapter Erreur ! Source du
renvoi introuvable..

d) Edit a record

From the page of your search results , if you clicked on the icon, you arrive at the modification
of the substance sheet. This is modulated according to the rights of the connected user. The form
on which you arrive is identical to that of the entry (chapter I.B). For all users except the
administrator, the “structure type” field is disabled. Only the administrator can modify the type of
structure (Free, Under contract or patented ), because this change of state implies, if you are in
automatic numbering, a modification of the physical storage number.

If you are on automatic dialing and the mass of the product is changed, within 7 days of the initial
entry of the substance. So, a modification of the storage number (chapter Erreur ! Source du
renvoi introuvable.) can only take place if the mass goes above or below the storage limit defined
in the Erreur ! Source du renvoi introuvable..

If the modification of the mass occurs after these 7 days following the initial entry then the
storage number is modified only when the mass value falls to zero mg.

Of course in both cases the unique number attached to the product does not vary and remains
the reference to use.

As an administrator, you can also reassign this product to another chemist by clicking on “reassign
the structure to another chemist” ( Picture 28)

Chimiothéque
& Molécules de Communication et Adaptation des Micro-organismes

@0wx = (% DOX&n
-H==~A000000fR%
c

Soumettre |

[ — nE Copyright Laurant ORI, CHAS - Univarand d Gl 201

Picture 28 : modification of a file

https://cn-intra.enscm.fr/chidept.html Page 114




Lg-Chemo | 2024

You then arrive on a page ( Image 29) which allows you to choose the new chemist by selecting his
team then his manager in the drop-down menus on the left of the screen or by directly entering the
first letters of his name in the box “ name of chemist. Once the chemist is selected, click on Eto
perform the backup.

—
=2

Attribution de structure

Log-Chimse 1.7 L1 [C] Copright Laurant RORBIN, CHAE - Usvarsd d Ordam 20

Image 29: reassignment of a structure to a chemist

3. Search all free and patented data

The “Search” section of the left “Menu” ( Image 69 ) allows the user to carry out a search according
to various criteria in all the free and patented substances in the laboratory's Chemical Library.

Substances under contract appear only for the owners ( chemist, manager and leader) of that
substance.

Anyone can search by structure (exact, substructure or similarity), molar mass, raw formula, tags
and numbering. For the latter, you can use either the unique random 8-digit number, or the number
defined in the “product parameters” section (example: ICOA-FST-L-01A02 see Chapter ID1), or the
number of the National Chemical Library (CNOOOOOOQV) if it was imported by the administrator, or
by the QR-code.

For molar mass and crude formula, you can perform an exact search by checking the “exact” box.
Otherwise, by default you search by pattern.
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Chimiothéque

. A < . 2 @
Institut de Chimie Organique et Analytique

Masse molaire en g.mol1 :

® Saisie 0 e
® Modifications
 Rechercher Br
] Humérotation :
. x| «

® Résultats Bo Référence cahier de laboratoire ou thése :

® importation
ou
® Expontation
Tag de la structure
— Sélectionnez un Tag
JISME Malecular Ediler by Peler Erl and Bruno Bienfall pGAVD

@ Atrmution structures

® statistques

v
ME Aide

Rechercher par : @ Structure exacte () Sous structure () Similarité - Coefficient de similarité : min 0 max 1 valeur: 0.6

Rechercher

Paramétres
® Euqusttes

® utmsataurs

® Apglication

L-g-Chimio 1.7 nE= Copyright Laurent ROBIN, CNRS - Université d'Oriéans 2011]
Image 30: search form

Once the search criteria has been entered and the “Search” button has been clicked, the results
page appears. The presentation is similar to the “modification” section (chapter 1.B.2.b)), but with
only the possibility of consulting the substances. The consultation sheet only contains the
“structure” and “Analysis” tabs.

4, Biological results

This menu tab is reserved for user types: managers and bosses . It allows them to consult, for each
biological test carried out, the results on their substances. These results must first have been
imported by the administrator (see Chapter Erreur ! Source du renvoi introuvable.).

The user must first select the target, the type of biological test and finally the type of result (IC50,
% activity, etc.). The user can visualize the molecules involved in the biological test and the
corresponding results ( Image 31).
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® saisio
® Moditicatons
® Résultats Bio

® Rechercher

® saisie
® Moditications

® Rechercher

® Compte

® Déconnexion

L-g-Chimio 1.7

Chimiothéque
Institut de Chimie Organique et Analytique
Description :
@ Laboratoire :
cibles répertoriées : Programma PIR « ACHE » Les mesures dinhibition ont été réafisées an i énuipe du Dr C: illou de V1SN, par Olivier Pamlard (ICSN) et Sophia Corvaisier (CERMN).
. cancentration :
P22303 - AchE humaine v i
Type dinformation : Protocole du tes!
= =o = Les mesures dinfibition des produits de |a CNE vis-avis de Iactivité de Facétylchiinestérase ant été réalisées 3 9.10-6 M. Les enzymes étudides ont dté AChE humaine et AChE electrophorus eledtricus
(anguille électrique). Sur les 640 produits de la CHE, 42 produits présentent une inhibition de lactivité dAChE humalne supdrieure & B0%, 21 produits présentent une inhibition de Factivité dAChE
electrophorus eledricus supérieure & B0% et 11 prodults présentent une inhibition de ['activit supérieurs 3 B0% sur les deus types d'enzymes. Il faut noter que les quantitds de produits fournis nant
pas permis de rédliser les mesures dinhibition en dupicate.
Page(s) i 1,2
’ w o Autre .
Structures I3 ¥ & |ECsq ¥ & | ActiffInactit ¥ a | _ o Y| at va | B T A Commentaires
18.2 449 ]
.
1COA-SBR-L05A04
67857278
182 1
-
1C0A-SBR-LOIHOY
64843424
a5 ]
-
1C0A-SBR-L-03D10
49 ]
-
1COA-SBR-L-05B05
13950998
1
.
1C0A-SBR-L-02F06
80202660
85 ]
.
ICOA-5BR-L-03804
70576297
[
CLr s )
.
1C0A-SBA-L02C10
49158553
208 1
.
1C0A.SBRL0SF11
[ Joer
] )
-
1C04 SBRLOIF10
i
)
132 ]
.
ICOA-5BR-L-06802
Li|C} 2 ROBIN, GRS foréans 2011

Image 31: Biological result for a team's molecules for a chosen biological test
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C. Extract Library Part

1. Entering a new extract

a) Direct entry via the entry tab

To enter a new extract, go to the “Extract library” menu and select the “entry” tab. You then arrive
on a page showing the architecture of the database ( Picture 32)

- Extrait 1

Echantillon 1 — w

Mission de Extrait 3

récolte

Taxonomic

Partie de spécimen
(feuille, fleurs...) ou
condition de culture

P Extrait 4
/ —

Spécimen

— Echantillon ? e — Extrait 5
= Extnit 6
Méthodes d’extraction
Extrait 7

IS Extrait 9

Echantillon 3

Picture 32 : data architecture

An extract is linked to a sample which is itself linked to a specimen.

A specimen is described by the “harvesting mission” table and the “taxonomy” table. As a
reminder, a specimen is an individual(s) (plant, insect, microorganism, etc.) from which the sample
is obtained; it is defined by its genus and species name.

The sample corresponds to the entire specimen or part of a specimen (leaves, bark, venom, etc.)
or to a specimen of the microorganism type obtained under certain culture conditions, it is from
the sample that the we prepare the extract.

Please note: The Country , taxonomy type and part of organization fields must have been
completed in the “Administration” menu, “Extract library / Parameters” tab before starting to
enter an extract.

To save a new extract, you must select “extract” in the drop-down menu at the location “l want to
enter a:” ( Image 33)
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Chimiothéque

Chimiotheque extraits

L Menu |
@ saisie 3 veux saisir un(e) 2]
® Modifications
El
® Rechercher Extrait
@ Compte Echantillon
® Déconnexion Condition
Specimen Extrait 1
|_Extractothégue | Autorisation
@ Saisic Taxonomie entillon 1 Extrait 2
® Modifisations » Mission de récalte .
Mission de Partie UeTpeTe Extrait 3
@ Rechercher récolte (feuille, fleurs...) ou
® importation condition de culture T
# Exportation
® Plaques Extrait 6
. Méthodes d’extraction
® Résuitats Bio Taxonomie y
Extrait 7
® Exportation

Image 33: drop-down menu to enter a new extract

Then click send. A list of questions will then appear to which you must answer yes or no.

“Does the sample exist? » :

- If you answer "yes" because the sample is already saved in the database, you have one
more step to save your extract. To do this, click on the “Step 1: Extract” banner, and refer
to the chapter STEP 7: Extract

- If you answer "no" because the sample is not saved in the database, you get two more
guestions: "Do you want to create a new condition?" » and “Is the specimen extant?” ".

“Do you want to create a new condition?” » :

- If the specimen is not a microorganism (bacteria, microscopic fungus, etc.), you must
answer “no” to this question.

- If your specimen is a microorganism and the culture protocol has never been described in
the database, you must answer “yes” to create a new condition (=culture protocol). If the
protocol used has already been recorded in the database for another specimen, you must
answer “no” and will be asked to select the existing protocol in the database in a future
step.

“Is the specimen extant?” » :

- If you answer “yes”, you have 2 steps left to save your extract. To do this, click on the “Step
1: Sample” banner, and refer to the STEP 6: Sample.

- If you answer "no" because the specimen is not registered in the database, you arrive at
three more questions: "Is authorization required?" », “Does the taxonomy exist? » and
“Does the harvest mission exist? ". After answering these questions, you must also
complete the “Specimen” table, refer to the STEP 4: Specimen.

“Is authorization necessary? »:

- You must answer “yes” if your specimen is subject to the Nagoya protocol.
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The so-called principle of access and benefit-sharing (ABS) is established by the Convention
on Biological Diversity and the Nagoya Protocol. It implies that access to genetic resources
and their use are subject to an agreement between the supplier and the user of the
resource.

- Anintermediate question then appears: “Does the authorization exist?” ", i.e. is it already
recorded in the database? If yes, you move on to the next question. If the answer is no, in
the next step you will need to record the authorization number (APA Permit No., sample
collection authorization, sampling permit, etc.) See STEP 3: Authorization

“Does the taxonomy exist? »:

- If you answer “yes”, it means that you are working on a specimen different from that
recorded either due to its geographical origin, or due to the season in which it was collected,
or on a plant part different from that already recorded or either because you are working
on a microorganism obtained in culture conditions different from those recorded... But
most often the answer will be “no” and you will then have to complete the “taxonomy”
table See STEP 2: Taxonomy

“Does the harvest mission exist? »:

- If you answer “yes”, because the mission during which the specimen was collected has
already been registered on the database, you have 4 steps left to register your extract
starting with step 1: “Taxonomy”. To do this, click on the “Step 1: Taxonomy” banner, and
refer to the STEP 2: Taxonomy

- If you answer "no", you have 5 steps left to save your clip. To do this, click on the “Step 1:
Harvest mission” banner, and refer to the chapter STEP 1: Harvest mission.

the records already present in the database using the help placed opposite.

Only certain fields are mandatory fields and must be completed to allow you to proceed to the
next step. They are marked with a * and a red frame. The other fields are optional fields.

(1) STEP 1: Harvest mission

Complete the fields then click on send, only the Country field is a required field. You must use the
drop-down menu to fill in this field ( Image 34)

Please note: The Country field must have been entered in the “Administration” menu, “Extract
library and settings” tab before starting the entry. To do this, use the official country reference
https://documentation.abes.fr/sudoc/formats/CodesPays.htm
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Chimiothéque

MCAM

Mission de récolte

ANTARTIQUE
ARGENTINE

AUSTRALIE
BENTN
BRESIL
CANADA
conGo
CHINE
CURACAOD
DIBOUTT

Image 34: drop-down menu of countries

(2) STEP 2: Taxonomy

Complete the fields then click on send, only the Type , Species and Genus fields are required fields.
The Type field must be selected from the drop-down menu ( Image 35)

Please note: The Type field must have been entered in the “Administration” menu, “Extract library
and parameters” tab before starting the entry.

In the sequencing field , you can note the sequenced genome (for example: 18s), complete the
sequencing protocol and attach the result file by clicking on browse.

Taxonomie

-
classe -
1 Taxonomie
Ordre
1 Type =
o
—— BACTERIE
= CHAMPIGHON
S«:Mf CHAMPIGNON MICROSCOPIQUE
INSECTE
— LEVURE
fmf LICHEN
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invertébré marin
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Esﬁeca *
At noic

L 1 sous-cspece
Fichiar
Emey=

Variete

Image 35: Taxonomy Type drop-down menu
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(3) STEP 3: Authorization

No fields are required at this stage. The type of authorization can be for example: APA permit, direct
debit authorization, etc. Complete the fields then click on send.

Chimiothéque

MCAM

Autorisation

Mumére d'autorisation

Tffe d'auterisation

Envoyer

Image 36: Taxonomy Type drop-down menu

(4) STEP 4: Specimen

Entry into the “ Specimen” table is done in 4 phases:

e Inthe 1st P"*¢ only the specimen code, date and place of collection fields marked with an
* are mandatory. At this stage, information can be added on the collection (GPS
coordinates, name of the collector, etc.) or on the collection from which the specimen
came. You can also click on “browse” and add a photo ( Image 37)

Chimiotheéque

MCAM

Etape 1 - Etape 2 - Etape 3 - Etape 4

Specimen

Code *
Date *

jj/ mm/ asaa

Lieu de recolte *

Collection
Contact

Cellzcraur

Fichier
Parcourir... | Aucun fichier sélectionné,

Suivant

Image 37: Specimen entry drop-down menu
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e In phase 2, you must attach an authorization to the specimen ( see Nagoya protocol — APA
). If no authorization is required, leave no check mark and proceed to the next step.

e In phase 3 you must attach a taxonomy to the specimen. You can make your search easier
by sorting the genus or species name by column. Select the corresponding line and click
next.

e You arrive at phase 4 where you will associate a collection mission with the specimen. Sort
columns by mission name or country code to make your search easier.

Then click send.

(5) STEP 5: Condition (only if your specimen is a
microorganism)

In this step you will have to describe the culture conditions of the microorganism by completing the
table below, only the temperature field is a mandatory field ( Image 38)

Chimiothéque
Chimiotheque extraits

Condition

Milieu

Temperature *
——
Tfe de culture
Mode D?ératmre
Observation

Fichier

Choisir des fichiers | Aucun fichier n’a été sélectionné
Soumetire

Image 38: description of culture conditions for a microorganism

If the culture conditions have already been saved in the database, you will need to attach them to
the specimen in the next step.

(6) STEP 6: Sample

Filling the “Sample ” table is done in 3 phases:

e Inthe 1st P"#¢ only the code , quantity , storage location fields and part of organism are
obligatory ( Picture 39).
Please note: The Part of organization field must have been entered in the “Administration” menu,
“Extract library/parameters” tab before starting the entry.
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Etape 1 - Etape 2 - Etape 3
échantillon
Code *
Disponible :

oui

Cinon

uzntité *
g

Lieu de stockage *

Dmied‘oriamsme*

Contact

Dol

L 1

Suivant

Picture 39 : 1st phase of filling for the sample

e The 2nd P"*¢ consists of attaching a condition (culture protocol) to the specimen. You can
make your search easier by sorting the information by column. Select the corresponding
line and click next.

Chimiotheque
Elape't "Etapa 2 Etaped Si votre échantillon n’est
Condition . .
pas un micro-organisme
Afficher[ 10w | éléments. Rechercher :
- i s Milieu s Temperature s Type de culture s Mode operatoir s Observation s
5 POA 24 selide en fisle de roux P fiole de roux- aitemance
2 PO& 2 selide en fisie ge roux i d symens on Fiole de roux- aitemance
3 ve 24 e i et o4 sotee Fornyid i Fole de roux- sitemance
s Rz 2 sclide en fiste de roux it L i 1 fiole de roux- aitemnance
& Rz 4 ol i el o e 2 semaines en fiole de oux- shemance
7. POA 2 sclide en fisie de roux N 1 st Fioie de roux- atemance
s iz = i e B 0 s 3 semaneson il de rou Stemance
10 MEA 24 sclide en fisle de roux ::fr"‘-:f..f fanalan & fioke de roux- aiternance
Précedent || Suivant
Sélectionner une

condition dans la liste

Image 40: 2nd phase, conditions

Warning: If your sample is not a microorganism, you do not have any conditions to attach to it
and you must select “No conditions”.

e Youthen arrive at the 3rd P"®*¢ corresponding to the specimen table. Select a specimen from
the list. You can facilitate your search by sorting by column the code of the specimen, its
place of collection... Select the corresponding line and click on submit ( Picture 41)
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Chimiothéque

Etape 1 - Etape 2 - Etape 3

Specimen
- Code 5 Date 2 Lieu % GPS 3 Observation

102 2008-01-01 nd. date nd.

2103 2008-01-01 Tuamoty date nd.

Z105 2008-01-01 Nelle Calédonie date nd. Vo les cétais.

Z107 1566-01-01 France

Z10% 199%-01-01 Fidy

u 1961-01-01 nd.

Précédent

Sélectionner un spécimen

dans la liste

Picture 41 : table of specimens

(7) STEP 7: Extract

The entry into the “Extract” table is done in 3 phases:

e the "tphase covers the extraction protocol and the characteristics of the extract. It is at this
stage that the code of the extract is determined (Cf. chemical librarian's manual, chap.7
“product coding”). Fields marked with * are mandatory fields, other fields are optional.
Drop-down menus or examples are offered at each step in the help ¥3( Picture 42). For the
chemist name field , you have a drop-down menu with the names of chemists already saved
in the database. If the chemist is not yet registered, you must create an account for him
beforehand (see: Erreur ! Source du renvoi introuvable.).
You can select the extraction solvent using the drop-down menu provided.

AITSsaisie_Extrait.php

Etape 1 - Etape 2 - Etape 3

Extrait

nem du chimiste *

Code extrait *

Solvants *

Dispanible :
oui
O hon

Type extraction
" e

Etat
L ®

Protocole

Picture 42 : First phase

e The 2nd P'"*® corresponds to the type of purification carried out on the extract, select
“None” if nothing has been carried out on the extract.
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e The 3rd phase allows you to attach the sample to your extract. To find the sample, you can
use the “search” function located at the top right, or sort the columns by code. By default,
the license type is “free”.

Click submit. The home page reloads with the message “The entry procedure is finished”.

Your extract is saved!

b) Import via a csv format file

This method is the fastest if you need to record several extracts at the same time. It is preferred for
new users, because it is simpler to implement.

The csv file is made up of several tables:

the Extract table

the Sample table

the Specimen table

the Taxonomy table

the Shipping table

the Chemist table

the Condition table (optional table)

YVVYVYYVYYVYVYVY

In each table there are several fields, mandatory fields and optional fields. You can find the list of
fields in the importation_Extrait-2.csv file . This file is available in the Extract library menu, import
tab by clicking on “explanation and example for import” ( Picture 43)

Chimiothéque
&. Molécules de Communication et Adaptation des Micro-organismes

@ Saisie Importation pour I'extractothéque

® Modifications

® Rechercher

|____Extractothigue ___| Taille maximum du fichier 1281

@ Saisie Choisir un fichier | Aucun fichier n'a été sélectionné
® Modifications

® Rechercher Explication et exemple pour Importation

Chimiothéque
® Plagues

# Résultats Bio

® importation

® Exportation

® Attribution structures

Picture 43 : import tab

The csv file template is shown below ( Image 44), this file contains all the fields available in the
database. Not all of these fields need to be completed, only a few fields are mandatory and marked
in green in the csv file. Fields in orange are optional fields.
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importation_Extrait-1 [Mode protégé] - Excel Séverine AMAND
Fichier  Accueil  Insertion  Miseenpage  Formules  Données  Révision  Affichage  Aide ) Dites-nous ce que vous voulez faire
o MODE PROTEGE  Attention aux fichiers pravenant d'un emplacement Intemet, car ils peuvent cantenir des virus. Il est recommandé de rester en made pratégé sauf si vous devez effectuer des modificatians. Activer la madification x
H34 2 fe o
A B c D E F G H | J K L M -
1 Obligatoire
2 Extrait Echantillon i Taxonomie
3 Code | Solvant** | Disponibilité Code [ Disponibilité [ Quantité | Lieu de stockage | Partie d'organisme Code | Datederecolte | Lieude recolte Type [ Genre,
4 Ext_code ‘ Ext_solvant | Ext_dispo Ech_code ‘ Ech_dispo | Ech_gte ‘ Ech_stockage ‘ Ech_partieOrga Spe_code |Spe_datel\ec ‘Spe_lieu Rec Tax_type ‘Tax_Gen re
5
6
7 Extrait Echantillon
8 Obligatoire Facultatif Obligatoire
9 Code | sovant** | Disponibilté | Type d'extraction | Etat | Protocole | Lieudestockage| Observation | Licence**** Code [ o ¢ | Quantité | Lieude stockage
10 [Ext_code  |Ext_solvant _|Ext_dispo Ext_Extraction |Ext_etat  |Ext_protocole  |Ext_stockage |Ext_observation |Ext_licence  |Ech_code [Ech_dispo [Ech_qte [Ech_stockage
11|
12|
13
14| ACETATETYLE DMsO
15 Le fichier CSV doit comporter au minimum les **Voici la li ACETONE EAU
— foici la liste
16 | champs obligateires. dessolvants  ACETONITRILE ETHANOL
17 | *La case Al doit étre égale & " IMPORTATION " L'ordre des champs n'est pas important present dans L-g BENZENE ETHERPET
18 Chimio CHOLOROFORME ~ ETHERETHYL
19 (positionner sur la premiére ligne) DICHLO METHANOL
20| DMF PYRIDINE
21|
22 le de fichier CSV
23 A* [ B [ C [ D [ £ [ F [ G [ H [ | 1 [ K [ L
24 1 IMPORTATION Ext_code Ext_solvant Ext_dispo Ech_code Ech_dispo Ech_gte Ech_stockage = Ech_partieOrga Spe_code Spe_dateRec spe_lieuRec
25 2 EXT_JOR_D1 ETHERETHYL TRUE ECH_IOR_2 TRUE 20 sur 'étagére Feuille SPE_JIOR_01 23/08/2019 Montpellier | _

Template importation Extractoth | < v

Image 44: csv file for data import

To fill the Ext_solvent field you must refer to the glossary for this field ( Picture 45)

ACETATETYLE DMSO THF
**Voici la liste GIOETALE =1L UM Si le solvants n'est pas present
ACETONITRILE ETHANOL INSOLUBLE " .
des solvants dans la liste, il sera
BENZENE ETHERPET INCONNU .
present dans L-g T e ETEETTL automatiquement remplacer par
Chimio " INCONNU "
DICHLO METHANOL
DMF PYRIDINE

Picture 45 : glossary of the Ext_solvent field

To fill in the Exp_country field you only need to note the country code.

Warning: To allow the data to be imported correctly, box A1l of the file must be equal to IMPORT.
The order of the fields in the file is not important, but the file must contain at least all mandatory
fields, i.e. 16 fields. The country code must be saved in the software before importing.

To fill in the optional Ext_licence field you must use the lexicon ( Image 46).

Si le type n'est pas

wHE¥]iste des LIBRE . | .
i présent dans la liste, il
types de licences CONTRAT .
L. sera automatiquement
dans L-g Chimio BREVET

remplacé par " LIBRE "

Image 46: glossary of the Ext_licence field

If you have collection authorizations for some of your specimens (APA, etc.) you must enter them
using the aut_numero fields and aut_type ( Picture 47)
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*#**5i vous avez des numéros
d'autorisation a renseigner, vous
pouvet les inclure, ils seront liés au
spécimen présent sur la méme ligne.

ce sont des

Autorisation

champs

Numeéro

Type facultatifs. lls

aut_numero

aut_type

peuvent &tre mis

plusieurs fois.

Picture 47 : Added authorization for the specimen table

Here is an example of a completed file ready to be imported ( Picture 48). The file must be
imported in csv format.

| A 3] C D E F G H | J
1 |IMPORTATION Exp_pays Tax_phylum Tax_classe Tax_Ordre Tax_famille Tax_type Tax_Genre Tax_ Espece Spe code
2 FR Basidiomyco Basidiomyce Agaricales Agaricaceae champignon Agaricus arvensis MIC-001
3 FR Basidiomyco Basidiomyce Agaricales Agaricaceae champignon Agaricus radicatus MIC-002
4 FR Basidiomyco Basidiomyce Agaricales  Bolbitiaceae champignon Agrocybe prascox MIC-003
5 FR Ascomycota Pezizomycet Pezizales Pyrenematarchampignon Aleuria versicolor  MIC-004
6 FR Basidiomyco Basidiomyce Agaricales Pluteaceae champignon Amanita echinoeocep MIC-005

K

M P

Q

R s

T 4] w

Spe_dateRecSpe_lieuRec Spe_collectiiSpe_collecte Ech_code

Ech_dispo Ech_stockage Ech_partieOl Ech_contact chi_nom

01/01/2008 France Champignon D. Michelot MIC-001-1 oui spécimen da entier Amand / Mai Roland Lupoli
27/10/1986 France Champignon D. Michelot MIC-002-1 oui spécimen da entier Amand / Mai Roland Lupoli
05/06/1986 France Champignon D. Michelot MIC-003-1 oui spécimen da entier Amand / Mai Roland Lupoli
22/05/1986 France Champignon D. Michelot MIC-004-1 oui spécimen daentier Amand / Mai Roland Lupoli
23/09/1986 France Champignon D. Michelot MIC-005-1 oui spécimen da entier Amand / Mai Roland Lupoli
u W x Y Z vy AB AC AD
Ech_contact chi_nom Ext_code Ext_solvant Ext_dispo Ext_Extraction Ext_etat Ext_protocol Ext_stockage Ext_observation

Amand / MaiRoland Lupoli  MMNHN-CX-0001 METHANOL oui agitation en solution ¢ agitation percongélateur 2 plagues 96 puits
Amand / MaiRoland Lupoli  MMNHN-CX-0002 METHANOL oui agitation en solution ¢ agitation percongélateur 2 plagues 96 puits
Amand / MaiRoland Lupoli  MMNHN-CX-0002 METHANOL oui agitation en solution ¢ agitation percongélateur 2 plagues 96 puits
Amand / MaiRoland Lupoli  MNHMN-CX-0004 METHANOL oui agitation en solution cagitation percongélateur 2 plagues 96 puits
Amand / MaiRoland Lupoli  MNHMN-CX-0005 METHANOL oui agitation en solution cagitation pet congélateur 2 plagues 96 puits

Picture 48 : example of csv import file

To import the csv file, go to the “Extract library” menu and select the “import” tab then select the
file to import using the “browse” function then click on send.

Please note: The Country , taxonomy type and part of organization fields must have been entered
in the “Administration” menu, “Extract library/parameters” tab before importing the csv file.

The software then displays the message “import completed, number of lines read: xx” to indicate
that the import was successful.

2. Editing and viewing an extract

a)

Go to the “Modification” tab of the “Extract Library” menu. This function allows you to modify any
field. It can be useful for updating the quantities of extract or samples available.

Editing an extract

Page 128
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Chimiothéque

Molécules de Communication et Adaptation des Micro-organismes

ST ey greTey gy gy gy gy grew

® saisia
® Modifications Modification d'extraits

® Rechercher

10 ¥|entries

Code Solvant Type extraction Etat Disponibilité Chimiste Date d'entrée
® saisie . .
MNHN-CX-0008 méthanal agitation &n solution dans le méthanal oui Lupali Raland MIC-008-1 15-05-2023
® Modifications
MNHN-CX-0009 méthanal agitation &n solution dans le méthanal oui Lupali Raland MIC-009-1 15-05-2023
® Rechercher
MNHN-CX-0010 méthanal agitation en solution dans le méthanal Oui Lupoli Roland MIC-010-1 15-05-2022
A : . . : .
O MNHN-CX-0011 méthanal agitation &n solution dans le méthanal Oui Lupali Raland MIC-011-1 15-05-2023
Chimiothéque
® Plagues O MNHN-CX-0012 méthanal agitation en solution dans le méthanal Oui Lupoli Roland MIC-012-1 15-05-2022
® Résultats Bio
MNHN-CX-0013 méthanal agitation en solution dans le méthanal Oui Lupoli Roland MIC-013-1 15-05-2022
@ Importation
® Exportation O MNHN-CX-0014 méthanal sgitation en solution dans le méthanal oui Lupoli Raland MIC-014-1 15-05-2022
® Attribution structures MNHN-CX-0015 méthanal agitation en solution dans le méthanal Oui Lupeli Roland MIC-015-1 15-05-2023
® Statistiques )
) MNHN-CX-0016 méthanal agitation en solution dans le méthanal Oui Lupoli Raland MIC-016-1 15-05-2022
Extractothéque
@ importation O MNHN-CX-0017 méthanal aitation an solution dans le méthanal oui Lupoli Roland MIC-017-1 15-05-2023
® Exportation —
Shawing 1 to 10 of 751 entries Previeus | 1|2 3 4 3 76 Next

® Paramétres

# Statistiques
Picture 49 : edit page

You can go to the tabs in any table and sort the columns alphabetically or use the search function
at the top right to select an extract or specimen... Click search at the bottom of the screen, the
selected extract (specimen...) appears, you can then click at the top right of the table on the modify
function.

G Google Partage: Réception ] Intranet MNHN @ Chimicthéque @ ChemProducts - intranet Collections...
L MNHR-UR-OULS metnanal agitation en soltion aans le metnanal oul Lupoi Halana MIG-ULEL 15-Un-2023
@ Importation
® Exportation O MNHN-CX-0014 méthanal agitation en solution dans le méthanal Oui Lupali Raland MIC-014-1 15-05-2023
#® Attribution structures ) MNHN-CX-0015 méthanal agitation en solution dans le méthanal Oui Lupoli Roland MIC-015-1 15-05-2023
® Statistiques .
O MNHN-CX-0016 méthanal agitation &n solution dans le méthanal Oui Lupoli Raland MIC-016-1 15-05-2023
Extractothique
.
Importation MNHN-CX-0017 méthanal agitation &n solution dans le méthanal Oui Lupeli Raland MIC-017-1 15-05-2023
# Exportation =
Showing 1 ta 10 of 751 entries Previeus | 1|2 3 4 5 . 76 HNext

® Paramétres

® Statistiques

Paramétres.
® Etiquettes Extraits

@ Utilisateurs ID extrait : MNHN-CX-0017

*# Application Solvant : méthansl
Type extraction : agitation
Etat : =n solution dans le méthanel
® Compte ion pandant 24 3 72H, filtration + évaporation. Repris dans méthanol avac agitation pandant 30 mins at prélé du (un culat séd £). Stocks en fiole 30mL 3 -20°C. 2mL rapris

séché, pesé et repris dans DMSO & 10mg/ml
Lieu de stockage : congélateur 2 - salle chimiothique - ler étage

® Déconnexion
‘Observations : 2 plaques 96 puits disponibles pour le criblage { 500 pl 3 10mg/ml dans le DMSC)
Licence : Libre
I'Iomdll «chimiste : Lupeli Roland
Equipe : Bodo
Date d’entrée : 15-05-2023
Purifications

__ S -

Lmmmmmm—e——————————————————————

L-g-Chimio 1.7 nE= Copyright Laurent ROBIN, CNRS - Université d'Orléans 2011

Picture 50 : location of the modify button

You access a window where all the editable fields are present. Click on modify to validate the
modification.
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ID Extraits MNHN-CX-0537

Solvant :
| méthanol v

Type d'extraction :
senication

Extraction par scnication 3 x1 H, le mycélium est ré
cup#re en grattant la surface du milisu riz dans la
fiole de roux. (le milieu riz n\'est pas récupéré)

4

Lieu de stockage :
congélateur 2 - salle chimiothéque - ler étage

4

Observations :

2 plagues 96 puits disponibles pour le criblags ( 50
0 pl & l0mg/ml dans ls DMSO)

Picture 51 : edit page

b) Research

Go to the “search” tab in the “Extract library” menu. The search is in the form of a tab allowing you
to search for either an extract, a sample, a specimen, or a taxonomy.

In each tab you can then sort the columns alphabetically or use the search function at the top right.

Chimiothéque

Molécules de Communication et Adaptation des Micro-organismes

U e | cteriton | Comison | apicmen | taranomie | cécoe | Auterinein

® saisie
® Modifications Recherche d'extraits

® Rechercher

Show | 10 ¥ entries

Search:
*  Code Solvant Type extraction Etat Disponibilité Chimiste Echantillon
® saisie . )
MNHN-CX-0008 méthanal agitation en solution dans le méthanol Oui Lupoli Roland MIC-D08-1
® Modifications
MNHN-CX-0009 méthanal agitation en solution dans le méthanol Oui Lupoli Roland MIC-D03-1
® Rechercher
(o] MNHN-CX-0010 méthanal agitation &n solution dans le méthanal oui Lupoli Roland MIC-010-1
MNHN-CX-0011 méthanal agitation en solution dans le méthanol oui Lupoli Roland MIC-D11-1
Chimiothéque
® Plagues Q MNHN-CX-0012 méthanal agitation en selution dans le méthanol Oui Lupoli Roland MIC-012-1
® Résultats Bio
MNHN-CX-0013 méthanal agitation en solution dans le méthanol Oui Lupoli Roland MIC-D13-1
® Importation
® Exportation (@] MNHN-CX-0014 méthanal agitation &n solution dans le méthanal oui Lupoli Roland MIC-014-1
® Attribution structures Q MNHN-CX-0015 méthanal agitation en solution dans le méthanol Oui Lupoli Roland MIC-015-1
® Statistiques
MNHN-CX-0016 méthanal agitation &n solution dans le méthanal oui Lupoli Roland MIC-016-1
Extractothéque
@ Importation MNHN-CX-0017 méthanal agitation en solution dans le méthanal oui Lupoli Roland MIC-017-1
® Exportation —
Showing 1 to 10 of 751 entries Previous |1 2 3 4 5 . 76 Next

® Paramétres

© statistiques
Picture 52 : view of the Search page

Select the desired row and click search at the bottom of the window.

For an extract, a window appears at the bottom of the page with the extract information. If you
want to access the corresponding sample click on “ view sample ”. Several windows are displayed
below the first, which contain all the information.

https://cn-intra.enscm.fr/chidept.html Page 130




Lg-Chemo | 2024

For a specimen, in the same way, you can click on the sample code (in blue) to access this
information.

‘Code specimen : ANZ12R

Date de recolte : 2013-01-01
Lieu de recolte : roscoff (France)
Position GPS :

Observations :
Colllection : Mycologie UMR 7245

Contact : 5. Prado
Collecteur : M. Vallet

Voir les fichiers

Echantillon

Coda achantillon : AN312R-1 Code echantillon : AN312R-2

Contact : Contact :

DOI: DoOI:

Quantité: 1 g Quantité: 1 g
Lieu de stockage : spéciman dans congélatzur -80°C - souchier | Lieu de stockage : spécimen dans congélateur -B0°C - souchier

1 1
1 1
[ 1
1 1
Stock : Non " | stock : Nan !
1 1
1 1
- sarvics mycclogis UMR 7545 1 |- servies myesiogie UMR 7545 '

Mission de récolte Taxonomie

1D Mission de récolte : 45 ID taxonomie : 458

Nom : MNHN-roscoff-Algue Phylum :
Contact : 5. PRADO Classe
Ordre :
Pays : FRANCE Famille :
Collaboration : ian Genre : Penicillium
Espece : brevicompactum

Picture 53 : localization of the sample code

Certain tabs (harvesting mission, authorization, etc.) do not allow a precise search, but only to view
the data recorded in the database.

D. Account settings

Each user can modify their account settings ( Image 54). He can change the email address, the
language of the account (French or English) or even modify his password.

For the administrator(s), manager(s), manager(s), the option of activating or deactivating the return
by email each time one of its users enters is possible.

Each manager receives, if the option is activated here, an email each time one of the users of his
team enters, the leader will have all the users of the teams attached to him.

The administrator receives an email for all user entries.
Each user can choose the interface language, either French (fr) or English (us).

Each user can change the password that was automatically assigned to them. The new password
must be a minimum length of 12 characters.
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Chimiothéque

e @
Institut de Chimie Organique et Analytique

Option visible uniquement pour
les niveaux: administrateur,
~y g chef et responsable.

Modifier le mot da passe :

Saisir le nouveau mot de passe (minimum 12 caractéres) :

Canfirmez le nouveau mot de passe :

Mot de passe actuel

Soumettre

L-g-Chimio 1.7 i |C| Copyright Laurent ROBIN, CNRS - Université d'Orléans 2011

Image 54: Account settings page

E. FAQs

The analysis file downloaded during entry does not appear when viewing the file:

This type of problem comes from the PHP settings. In the PHP configuration, edit the php.ini file (for
a Linux distribution go to the /etc directory. Look for the “memory_limit” and “post_max_size”
parameters and increase their respective value so that it is representative of all the data posted by
the user for entering a molecules file If the user loads 4 files of 10M each into a file, plus the data in
text form, these parameters must therefore be at least equal to 50M. : post_max_size = 50M,
memory_limit=50M.
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II.  Appendices

A. Recommendations for standardizing NC structures

[ Université
de Strasbourg

Recommendations for the

standardization of structures of
the National Chemical Library

F. Ruggiu, G. Marcou, D. Horvath, A. Varnek
Laboratoire d'Infochimie, Université de
Strasbourg
E. Grand
Laboratoire des Glucides, Université de
Picardie
F. Massicot
Université de Reims-Champagne-Ardenne

This document summarizes recommendations for
representing the structures of substances referenced in the
National Chemical Library in order to reduce the number
of ambiguities that hinder the automatic processing of data
and the interpretation of screening results

e

Format and identifier

Check before transmitting structures that the identifiers are
in accordance with the National Chemical Library.

Use the SDF v2000 format. The fourth line of the file must
end with V2000. Some tools like Chem Draw automatically
save in SDF v3000 if elements not supported by the v2000
format are introduced in the drawing. In this case, it is
necessary either to redo a saving by eliminating these
components (often chemical groupings, labels, colors,
geometrical shapes), or to use a third party tool to make the
conversion.

Implicit/explicit groups

P @ N
9@@« YO

Da not use an implicit representation of chemical groups.

e i
//
O~ O
n‘\/“v'\v’ T

“vi’\«i’.

Do not use shortened notations.

XL ,u? ?

PN \[
o H k/ @
Note on configuration : H20=2
Do not represent water molecules for a hydrate and specify

the degree of hydration d in the Note on configuration
field using the syntax H20=d.

1.0

Hydrogens and formal chargcs

el

Prefer neutral forms for all species of a substance 1f
neutralization 1s allowed by proton exchange. Do not
represent hydrogens explicitly. Implicit hydrogens are
deduced from the valence state and formal charge.
necessary counter ions are not

neutralized. \/ \)L

%L ‘4)

Do not neutralize by adding a covalent bond

Formal charges are shown
when they are permanent. The

Aromatizations

] ] oH o
@ @@’5’
The kekulized forms of the cycles are always preferred.

3

https://cn-intra.enscm.fr/chidept.html

Page 133




Lg-Chemo | 2024

Crossings

R C

Do not cross links unnecessarily.

Stereochemistry

(=]
QOH

Ho™" =
@ . . &

The absolute configuration of the stereogenic centers is
specified by the orientation of the bonds extending from
them. The "corner" of a stereo bond must be on the side of
the asymmetric atom.

If the configuration of one or
more stereogenic centers is not
specified, this indicates that the
substance 1s stereochemically
pure, but  the isolated
stereoisomer 1s not known.

If the stereoisomericity of a
double bond is represented by
a Cis/Trans double bond it
means that a stereolsomer 1s
1solated, but 1t 1s not known
which one 1t 1s.

If more than one stereoisomer Noteon

: . . configuration :
is present in the solution: use 3R, SR 25%
an atom numbering to specify » 3R 5530%

the proportions of  the "y 38, 5R 30%
stereoisomers in the Note on m\.j\fs. 3515%
the database configuration ' :

field, Racemates are a special LN

r
case of this situation. ! "

oH
W

Note on
& configuration
H

ll>‘_’>2_&‘450r2K4R
A
@,{Iﬂ“”‘@;

ey " J\. G
PR

Two asymmetric atoms must not be connected by a stereo
bond.

If the substance contains the
drawn  compound or its
enantiomer, the enantiomeric
pair 1s specified m the Note on
configuration field.

\@

Specify the stereochemistry of all asymmetric centers
explicitly, especially if it is implicit as, for example, for the
frames gonane, estane, androstane, pregane and their
alkenes.

Orean O
VAYA

Pseudo-perspective representations should not be used to
specify the position of groups.

Q

N
o L/
\go *\io

Lo @ @

Do not use specific representations (Haworth, Fisher,...) to
specify the stereochemistry.

Organometallics

Prefer representations using covalent bonds in compliance
with the Lewis rules. Only conventional bonds (single,
double, triple and aromatic) are supported by all electronic
formats used in the databases.
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