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1

1.1

Introduction

ABOUT MBOOK MANUAL

This manual describes the features included in Mbook. Mbook is an Electronic Notebook
(ELN) that will help you to enter, archive, search and report your chemical experiments and
reactions, including analytical, spectroscopic and other types of data.

o Different levels of users: Project Manager, Group Manager, Bench Chemist and more

¢ Input any type of information related to your chemistry: graphical representation of a reaction,
stoichiometric calculations, experimental write-up, purification procedures, spectroscopic
characterization, analytical data, physical, chemical, biological, and pharmacological properties,
health and safety information, literature/bibliographical documents and more

e Chemical structures, numerical data, text, images, spectroscopic data, binary files, etc.

e Its own large editable database of typical chemical reagents, with relevant physical and chemical
properties to facilitate the setup of your reactions or experiments

e Its own, optimized chemical structure drawing package

e Communications within your organization (user to user, user to groups, etc.)

o Powerful and fast structure and text-based searches

e Interfacing with external databases to search for relevant information and properties
e User-tailored reporting

¢ Cloning of experiments and easy modification of pre-existing structures/information

Definitions

¢ Groups: Set of users who will carry out a project.

Projects: Tasks created by privileged roles that contain a set of reactions.

Reactions: Set of experiments within a project.

Experiments: Each of the tests, typically run by the Chemist, within a reaction containing a reaction
scheme, a stoichiometry table and a reaction write-up section.

Desk: Work area containing the list of projects and a view of the experiments of interest.

© 2025 Mestrelab Research S.L.
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Groups

* OCGroup (reference)

Parallel Open

CLEAR  SEARCH Showal

i B

Fiter (projecss) 28

Hide ~

* Pablo Group (reference] + Pablo Monje (manager]
« Pablo PM (manager)
+ Ruben Lobato (mansger)

* Pablo Monje (manger] -

20241121 20251130

20260404

20240802

The displayed projects are root projects or subprojects (if the user does not have access to the parent

project):

o BOOK

Desk v

Team »

Clients nventory ¥

Wessages n

Desk / Management - Project name Categories  Status

OnlyPrimarchs - Open Ve

Search (projects) A
Parallel second Project - Open No

CLEAR SEARCH

Filter (projects) ~
A Project . T

Hide ~
SecondProjsct Open e

Categories v N

Status ~
O Subnroject1 - Cosed Mo

Groups v

Ho

Subprojects Reactions Groups

* Primarchs (reference)

* primarchs (reference)

* Primarchs (referencel

= Primarchs (reference)

Users

* Leman Russimanager)
* Lion Elgnson (manager)
* Morty Mortation (manager)

Show all

* Gustav Prado (Manager)
* Leman Russ{manager}
* Morty Mertation (managert

Show all

* Gustave Prado (Manager)
* Lion Efonson (manager)
= Meorty Mortation (manager)

Shew all
* Gustavo Prado (manager]

* Leman Bucs imanagen
* Magnus The Red

* Morty Mortation (manager
* Leman Russimanagert

Clier

The table has an horizontal scroll, being the 'Project Name' column sticky. The project list can be sorted

by 'Project Name', 'Start date' and 'End date'.

You can search by keywords and use the desired filters (hide, categories, status, groups, users, clients,

date, invoicing or membership), which will be kept in the registry.

From this panel, you can also add a new root project by clicking on the 'Add project' button.
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Add project

PROJECT USERS

PM Parallel
Mew_Project
EM1 NP1
Start*
2024-11-21
End
2025-11-30

CANCEL SAVE

Clicking on the project or group name will allow you to navigate through the project and group
dialogues respectively. Besides, you can display user and client details by clicking on the user or clients

name.

Clicking on the 'Send message' icon will allow you to send messages:

Send message | : ) : :
ST B 4 Project name Categories Status Subprojects Reactions  Groups
Sea CANCEL SEND
Key Tox
Send email
Entities Q
Filte
Hid
BIUSOIXXIA®|PIE-E-EE»8-1-¥% ®
Pro; = Paragraph - | Defaultfont ~| 11~
Cat
Sta
Gro,

From the Desk scroll down menu you can also search and filter by experiments by using the

‘Experiment Search' option:

© 2025 Mestrelab Research S.L.
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Desk v

°!OOK =
|

Management

CLEAR  SEARCH

Filter {experi

Projects
&
B eM_paraiiel
"=

¢ Inventory:

Team v

Desk / Experiment search + Experiment code 3 status Experiment search
Search (zxperin ~ 0 emod Open No nkl
[ emo2 Open No s

Clients  Invent

y ¥ Messages

o Pablo Monje ¥ %

on 4+ Project + User + Time 4+ vield Experiment scheme
EM Parallel Pablo Monje 202411261334
BM Paraliel Pabio Monje 20241127 08:52

Set of compounds, stockrooms and suppliers.
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2 Starting with Mbook

You can use your Internet browser to connect to your server just by typing something like the address
below into the search field:

http://SERVER_IP_ADDRESS:PORT/ELN/

After having entered the applicable username and password, you will be presented with the GUI:

Qoo e o T ) Pl Monje ~ *|

=" =3
Desk / Management « Projectname  Status  Subprojects Reactions  Groups Users Clients 4 St & End Invoicing  Membership Imported  Reaction scheme
eaareiy (orajece) A | New Project e [ No * OCGoplsforencs)  + PabloMorjelmnag) - 20241121 20251130 No
* LuBench
Keyword Parallel o [ - « Pablo Group [reference) = 20240404 o
o : " ; -
@ & et N
CLEAR  SEARCH y
~ PM12 S No - * PabloMonje (manager) - 20240402 N ﬂ\
L 3 o —s )
Hide ~ g
199
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Users and Groups Configuration

3 Users and Groups Configuration

Before you start creating users and groups, we strongly recommend you read the descriptions of the
six user role types within Mbook ELN below.

Please note that understanding the differences between an Admin and a Group Manager is very
important to this preliminary configuration step.

3.1 User Roles

Mbook offers a range of roles that can be assigned individually or combined to tailor each user's
privileges according to the organization's needs (Administrator, Group Manager, Project Manager,
Bench Chemist, Inventory Manager, or Guest).

Administrator

Group Manager

Project Manager

Bench Chemist

Inventory Manager

¢ Administrator:

This role is for authorized users in management roles and is key for the initial configuration of Mbook.
A user with administrator rights is automatically created for new organizations when they start using
Mbook (but we do not charge a license for it). The administrator cannot create or work with projects,
reactions or experiments. An administrator, however, can create groups that are completely
independent from each other, which a Group Manager cannot do.

Desk v Team ¥  Clients Inventory ¥ Settings Messages n

Groups

Addaroup | Description Users Managers Normal users

CharoGroup - Activity + Charo Lalin « Chare Testg
o javibc
e onlyPM user

CharoGroup2 - * Charo Lalin * zabb
= Javier Rialito
® User Test

© 2025 Mestrelab Research S.L. 13
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From the admin account you can also activate/disable users:

Desk « Team ¥ Clients Inventory « Settings Messages ﬂ

Groups
Add user
] - User Users sroups Roles 4 Status
O # aabb Activity » CharoGroup2 e Analysis requester Artire
O #  Alicia Lopez e group mobile e Group manager Artire
* Group3 * Guest
* Groupali * Inventory manager

and to check user's activity (with the option to apply some filters as usual):

Desk v Team v  Clients  Inventory w  Settings  Messages  [) Gi
_ P
- User Users Activity periods = Active days 2 Lastlogin
2abb Activity s From 2024-08-26 92
alicia Lépez o From 2024-11-13 13 2024-11-25 13:07:20

Admins can also change user's details, roles, permissions and COSHH configuration to other users :

Edit User CANCEL SAVE

USER ROLES PERMISSIONS CONFIG

Group creator

+ Creates groups of users

Structure manager
» Modifies the datsbase compounds
# Approves modifications in the compound database

Experiment witness
® Eupervises experiments of sequential synthesis

From the settings tab, the admin can control the automatic logout time (Minimun value: 15 minutes;
maximum: 12 hours) and select some COSHH settings:

14
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Configuration

GENERAL REPORTS

AUTHENTICATION f

. ni
. Automatic out time ia
15 minutes nz
COSHH #
o COSHH assessment must be signed in every experiment
No
. 3 o ni
A supervisor must validate the COSHH assessment b
3,
No ne
. STOCKROOM # ne
.
Stockroom manager
No data
. 1a
. \ n
TEAM #

&

Manager-to-project assignment

L No data pe

From here the admin and also choose the desired configuration for the Stockroom manager and also
how the Group Manager will be assigned to the new created projects:

Stockroom manager CANCEL SAVE Manager-to-project assignment CANCEL  SAVE
Below, you can select who will manage the stockroom Below, you can select how group managers will be assigned
locations. to projects.

Clicking on the Reports tab will allow the admin to select the desired report header:

© 2025 Mestrelab Research S.L. 15
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Configuration

GENERAL REPORTS

HEADER #

Current logo

Default

Experiment code | 1/5

General Admin. at 25/11/2024 13:17:49
BOOK

Experiment code (experiment)

The report header will be generated with the default logo.

If your group is small, then this role is rarely needed. It is useful for organizations that have several
sites or very distinct working groups within a lab, for example, separate groups for analytical and
synthetic chemistry.

In the future, we expect the administrator role to become more important in Mbook as we add
functionalities that will require an authorized user to supervise them.

e Group Manager:

The Group Manager role is intended for team leaders with management and lab responsibilities. The
Group Manager can create users, groups (if the Admin allows), and clients (but not reactions or
experiments). In addition, Group Managers can assign additional permissions to other users so they
can be made responsible for inventory, safety, or structures.

A Group Manager can be removed from a group or project only by himself, other Group Manager or
by an Admin user (and can remove others Project Managers or Bench Chemists users from a project or

group).

Witness and approval of experiments are also parts of the permissions granted to Group Managers by
default, as well as being able to designate other users who can also witness and approve.

When a compound has associated experiments, the user can modify the existing one which
implies an approval request (by message) to all the structure managers (only one approval will
_be needed). If the modification is approved, a message will be sent to the users responsible of the
NOTE: experiments and to the associated project managers. In case of closed experiments (or
equivalent), they will be opened again. There is no automatic modification of the experiment.
These modifications (if any) are the responsibility of the owner of the experiment.

¢ Project Manager:

16 © 2025 Mestrelab Research S.L.
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This is a suitable role for staff members that own projects but are not in charge of teams and do not
have management responsibilities. As such, Project Managers can create and manage projects, but not
users, groups, reactions or experiments; they can, however, assign an existing user to their projects.
Project Managers can also witness and approve experiments.

A Project Manager can be removed from a project by himself, other Project Manager or by a Group
Manager. However, a Project Manager can't remove a Group Manager from a project but can remove
others Bench users from a project.

e Bench Chemist:

This role is designed to for chemists that have neither management responsibilities, nor ownership of
projects. A Bench Chemist can create reactions and experiments, but not groups or users. They can also
witness experiments and manage the supply of compounds (bottles). By default, Bench Chemists will
only see their own experiments in the Desk Panel navigation tree, but this can be modified if required.

¢ Inventory Manager:

This role is designed to manage the compound inventory, equipping users with tools to organize the
stockroom, including maintaining the compound database, tracking the supply of compounds (bottles),
and managing the supplier directory.

For further information about the Inventory Manager, please follow this link.
¢ Guest:

This role was added to Mbook in version 2.1 following requests for such from various Contract
Research Organizations (CROs). CROs wanted to be able to prove their expertise in certain processes
to potential clients, or to show existing customers the progress on their projects via the CRO. With this
in mind, Guests only have permission to see projects or groups that they have been granted access to.

In addition to these roles, Mbook offers the possibility of further customization of permissions by
allowing Group Managers to designate_Inventory or Structure Managers and to allow the same user to
have a mix multiple roles.

Edit User CANCEL save  Edit User CANCEL  SAVE

USER ROLES PERMISSIONS DOCUMENTS  CONAG USER ROLES PERMISSIONS ~ DOCUMENTS CONFIG

% Group manager 4 Group creator

* Manages users, groups and clients Creates groups of users

4 Froject manager

» Manages projects and ensures the quality of their reactions and experiments

» Approves modifications in the compound database

3 Eench chemist

H Experiment witness
v of compaunds [pomias) = Supervises experiments of sequential synthesis

1d runs each one of their experiments

compound datzbase, the supply

© 2025 Mestrelab Research S.L. 17
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3.2

Create Users and Groups

ADMINISTRATOR - How to create a group and a user?

Click on the Add group button under the ‘Team/Groups’ section to create groups and and organize
users as an initial stage.

Desk v Team v  Clients Inventory v  Settings  Messages n

Groups
Addgroup. | Description Users Managers Normal users
CharoGroup. 2 Activity  CharoLalin o CharoTesto
- javibe
= onlyPM user
CharoGroupz - + Charo Lalin  2abb
® Javier Rialito
® User Test

The Group can then be defined by filling in the form so invoked and can then add any existing
managers and users as desired:

Add group CANCEL  SAVE

Na

Pablo_Group

PMF

Managers®

Pablo Monje X

Bench Chemist X

Once some groups have been created, you will find them listed on the Groups panel. You can click on
any of them to list the users associated with a particular group:

+
<
Descripti Managers Normal
Py 3
g = SN
Team / Groups / Group Pablo_Group « user Groups Roles < status + emai
Primarchs Gustet
Group v | # Chacem Actve charo_PM@mestrelab.com
Search ~
ocaroup Group for the| #  rablovone « Group manager R pablo@mestrelab.com G
« projectmanager
#  PabloPM + Paula Group * Project manager Active pabloPM@mestrelab.com Former member
CLEAR  SEARCH * Paula Groupz
* Pablo Group (Former member)
. #  Paula Mora Ayuso = Bench chemist Active paulamoratest@mestrelab.com Former memt ber
« Group manager
- Guest
o bl ‘Show all Show all
Roles O v | ¢ mesteanvsen i + Bench chemist o testemestreiabcom i

New users can be added to any existing group, just by clicking on the group (or on any existing user
in the group) and then selecting the ‘Add User’ tool:

18
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0 BOOK

Add user
Team / Groups / Group Pablo_Group a L
Group o # CharoPM
search (users) o

You can also create a user, by clicking on the ‘Add User’ button (under the 'Team/Users' scroll down

menu):
Desk = Team ¥ Clients Inventory Settings Messages ﬂ
Groups
Add user
] - User Users sroups Roles 4 Status
D {/‘ aabb Activity v CharoGroup2 ® Analysis requester Active
O #  Alicia Lopez & group mobile & Group manager Active
* Group3 * Guest
* Groupali * Inventory manager

From here, the Administrator needs to enter a username (with a valid email address), password, role,
etc... Admins can also assign new users to any existing group:

Add User SA!

ROLES PERMISSIONS

First name*

Phone

Experiment prefix*

Groups’

Pablo_Group

Primarchs

QC Group

From here the Administrator can also select the desired roles and permissions:

© 2025 Mestrelab Research S.L. 19
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Add User

USER

ROLES

PERMISSIONS

Add User

USER

ROLES

PERMISSIONS

Bench|

First name*

Last name*

Active

CANCEL

SAVE

Add User

USER

ROLES

PERMISSIONS

The Prefix field can be used to automatically generate experiment codes for experiments created by

the user.

Clicking on the Edit User button will allow you to change user details, roles, permissions, add

documents and modify COOSH configuration:

+
s A
|:| a User
Edit User
O
ROLES PERMISSIONS
Edit user
COSHH &
O #  PabloPM

DOCUMENTS

COSHH assessment must be signed in every experiment

CONFIG

You can activate/inactivate several users at the same time by using the "Activate/Inactivate users”

buttons:

20
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+
< X E?.LL@L&

Inactivate selected users

|:| 4 User— -Groups

#  Bench Chemist * Primarchs (Former member)
#  Bench Chemist 2 * Primarchs (Former member)
#  BeniSieira * QC Group

Note that when a user is inactivated in this way, he/she will be removed from all groups/projects at
once. When the user is activated again, you will have the capability to include him/her back in the
groups/projects he/she belonged to before their inactivation.

Activate users CANCEL SAVE
The status of the selected users will be set to active .
. Include reactivated users in the groups and projects they

belonged to before their inactivation

Users can be linked to or disabled from groups (and projects):

© 2025 Mestrelab Research S.L. 21
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o BOOK Desk ¥

Edit group CANCEL  SAVE

Edit group
Teal

e

Group Pablo_Group

Search (users)

Short name

Filter (users)
Pablo Monje X

Permissions
Rolgs Normal users !
!
Status ww X i
Remove selected
Membership

T TRT o . T rarr

If a user is disabled from an existing group (or project), the remaining users and groups will still be
able to see the data created by that user (whose name will appear in italics under the navigation tree).

Click on the 'Team/Activity' button to check some relevant information about the users:

Desk v  Team ¥  Clients Inventory Settings ~ Messages n Gﬂ
= U]
_ o
- User Users Activity periods &+ Active days 4 Last login
aabb Activity * From 2024-08-26 92
Alicia Lépez ® From 2024-11-13 13 2024-11-25 13:07:20

GROUP MANAGER - How to create a group and a user?

A Group Manager can also create users and groups (if the admin allows), among their other possible
duties. As can be seen in the screenshot below, the Group Manager has different active tabs than an
Administrator.

Desk Team ¥ Clients Inventory » Messages ﬂ
N
Groups _
Add group
4 Group Navme- = Description Users Managers
Pablo Group - Activity * Charo PM (Former member)
* Pablo Monje

* Paula Mora Ayuso (Former member)

22
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Then you can create users (as we described above for the admin role):

Desk = Team ¥ Clients Inventory w Messages
——
S _
Add user
O - = yser name Grou Users Ri
O #  Bench Chemist s Pr Acdivity i), "
mM V3 Ranrh rhamict 2 e Primarrhc (Enrmar mamhear .

When the group manager is creating a new user, it is also possible to assign him/her to any existing
group:

ROLES PERMISSIONS

First name*

Phone

Experiment prefix*

Primarchs

QC Group

Please note that a Group Manager can also assign individual privileges to any user, for instance, as an
Experiment Witness, an Inventory Manager, or a Structure Manager.

© 2025 Mestrelab Research S.L. 23
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3.3

Managing Groups and Users

Left clicking on the group name will display the group’s users and will allow you to send messages to
all users or edit the current group. From here, you can also check the group documents:

+
< oam
~ Group name Description Managers Normal users
£ablo Group "
3 >+ +
72 $ A
Team / Groups / Group Pablo_Group 2 User Groups Roles + status + email % Membership
erimarchs Gus et
e v | # coacem * Primarchs * Group manager Actve charo_ PM@mestrelab.com Former member
* QCGroup * Inventory manager
+ Bablo Group (Former member) + Project manager
Search (sers ~
QC Group Group for the #  PabloMonie * Primarchs * Group manager Active. pablo@mestrelab.com
B + ocGrou + Project manager
+ Eablo Group
#  pablopm « Paula Group « Project manager Active pabloPM@mestrelab.com Former member
CLEAR ~ SEARCH Eatla Group2
+ pablo Group (Former member)
o A | # PaaMoramuso * OCGroup « Bench chemist e paulamoratest@mestrelab.com Former member
ilter (user « Paula Group « Group manager
+ prmarchs
st o v showall showall
Roles O v | # 1estrauauserio « Bench chemist Active test@mestrelab.com Former member

You can also manage the groups by clicking on the Group name from any table or component that
allows it (for example from the Users list):

Desk = Team ¥ Clients Inv
—
< }.+ Groups .
a User name Grou Users
Bench Chemist o pr Activity i)

#  Bench Chemist 2 = Primarchs (Former member)

The groups page is divided in two sections, on the left side you will find a collapsible dialog which will
allow you to search and filter groups by projects, managers and normal users:

O O 0O O
£

#  BeniSieira

24
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+

® <
Team / Groups -G
Search (groups) v Pabl
Filter (groups) ~

Prim
Hide ~

QC¢
Projects v
Managers v
Normal users v

On the right side, you will find the groups list with information about the name, description, managers
and normal users:

- Group name Description Managers Normal users

Pablo Group

Charo PM (Former member) . WW
Pablo Monje
* Paula Mora Ayusa (Former member)

Primarchs Gus testing group * Charo PM * Calas Typhon
* Gustavo Prado * Horus Lupercal
* leman Russ * Rogal Dorn
Show all

QC Group Group for the QC team * Beni Sieira * luBench
* CharoPM - WW

® Esthervaz

Show all

Once you have selected any group, you will find a button to configure the group, to edit its details, to
send a message to another user and to add users:

BOOIK
Edit group

g
872

Configure group - Add user
TP S T ST T al:llo_f.'-.roup - ¥

Tea
Group - &  CharoPM
Documents m b

#  Pablo Monje
Search (users) ~

© 2025 Mestrelab Research S.L. 25
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From the left panel you will also be able to find and upload documents (general, health/safety,
bibliography, etc) and to search and filter users by project, permissions, roles, status and membership:

S -+ +
G < X
Team / Groups / Group Pablo_Group - U
Group v | # Char
Documents E e
& Pabl
Search (users) ~

B,
- 4 Pl

Projects ~

rojects /Pl
O & ne

H O &= ewparale
O = e v =

4 WW

Permissions |:| v i

Roles |:| »

Status 0 =

Membership D hed

Click on the 'Configure Group' button: to select 'COSHH assessment' settings, a signature footer and
custom settings for the stoichiometric table:

Configuration of group 'Pablo_Group’

COSHH REPORTS EXPERIMENT

SIGNATURE AND SUPERVISION ,&‘

COSHH as

essment must be si

alidate the COSHH ass

in every experiment

- User name

yuso

1= pm1

4

Test Paula Userio

Left clicking on any existing user will display all user details (roles, permissions, documents and COSHH

configuration):

26
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User details g"’ CLOSE  EDIT

ROLES PERMISSIONS DOCUMENTS CONFIG

Username

pablo@mestrelab.com

pablo@mestrelab.com

Mame
Name

Pablo Monje

PMO

* Primarchs
s QCGroup

Clicking on the 'Edit User' icon will allow you to edit a given user’s details (password, status, role, etc.):

Click on the 'Team/Activity' button to check some relevant information about the users:

Desk v Team v  Clients  Inventory w  Settings  Messages  [) GW‘
_ e
& User users Activity periods + Active days & Lastlogin
aabb Activity * From 20240526 92
Alicia Lopez o From 202411-13 13 2024-11-25 13:07:20

Every user can edit his/her own information by selecting 'User' from the top right scroll down menu and
clicking on 'Edit;:

© 2025 Mestrelab Research S.L. 27
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Edit User

ROLES

Username*

PERMISSIONS

pablo@mestrelab.com

Email*

pablo@mestrelab.com

First name

Pablo

rm new password

DOCUMENTS

CONFIG

Pablo Monje ~ %

(UTC=01:00)

Manual

Sign out

1 sche|

From the same scroll down menu, you will be able to get the manual and to check the Mbook version.

28
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Creating Projects

How to create a Project?
Once a group has been created, a ‘Group or a Project Manager’ will be entitled to create a project, just
by clicking on the ‘Add Project’ button from the ‘Desk/Management”:

0 BOOK Desk ¥

= ! Add project | -
Desk / Management a Project L _Jries Status  Subprojects Ri
Search (projects) A NP1 ¢ Open No !
PM Parallel = Open Yes !
Kewwnrn

To add a new Project, the group manager will need to type a '‘Project Name' and ‘Project Code’, ‘Start
Date’ and the groups and users involved in the new project:

Add project CANCEL  SAVE Add praject CANCEL  SAVE

PROJECT USERS PROJECT USERS

Mame* GROUPS
NewProject1

Pablo_Group X

2024-11-26 =
USERS
End
i . Managers*
yyyy-mm-dd m
Pablo Monje X
SR
Normal users
Descr
ww X

Clients

Check the 'Experiment Approval' box if you want that the Group Manager must approve the project
experiments. If the 'Compound access restriction within the project' option is selected, the new
structures added to the project experiments will be only visible to their project members. If this option
is not selected, all the members of the group to which the project belongs will have access to the
structures, regardless of whether they belong to this project or not.
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Add project CANCEL  SAVE

PROJECT USERS

Short name

Exteriment anaroval
D EXperiment approval

This will also be the experiment approval of every subproject
included in the present project

|:| Compound access restriction within the project

This will also be the compound acc
subprojectincluded in the present

estriction of every
ect

Once you have created the desired projects, these will become listed in the right panel. A user only has
access to view and search the projects in which he/she is involved.
Clicking on the Project Name will allow you to configure, edit, export, or download its report:

o BOOK Desk ¥

—
i-@-?r {/‘ Izliil El &"- < PROJECTS REACTIONS é"'

Desk / Management / Project PM1 « Reaction name %+ Code |
Project v PM test 2

Reaction scheme )//‘ A v | BMtest2 .

Documents m v

History N

Search (reactions) W

Filter (reactions) ~

Clicking on the 'Configure Project' button will allow you to set up the COSHH assessment, the signature
footer reports and the stoichiometric table:
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> +
& 706 ¢ o
DeJ Conﬂgtire Progect loject PM1 = Project name

Configuration of project 'PM1'

COSHH REPORTS EXPERIMENT

SIGNATURE AND SUPERVISION ,@"

COSHH assessment must be signed in e r experiment

No

A supervisor must validate the COSHH assessment

No

For reasons of integrity, it is not possible to delete projects. However, you can ‘Edit the project’ and
change the status (from open to closed):

> T
233 ;// =] El | Edit project CANCEL  SAVE

Edit project
Desk / Marugcrmerer rrujeciii il a g PARENT USERS

Project
Reaction scheme 2
Code*
Documents 5y
PM1
History
Open v
Search (reactions)
Open

You can define a reaction scheme for your project:

erojgers  reacrions  (A°

Desk / Management / Project PM_Parallel A Projectname  Status  Subprojects  Reactions  Groups 5 Users Clients 4 Start s E
Project ~ Edit reaction scheme
Resctionscheme  F [F ~

'

. , i o :
G Gl v @[ + D= o @:
= 1 e
” R2  C4HyqClSn o
History W R1 CyH,Bro ai) - [
10716

Search (projects) ~

You will also find certain collapsible tabs that allow to check information about the project, reaction
scheme, documents, history, search, filter.

Subprojects can be created just by clicking on the 'Add Subproject’ button (from the parent project
panel):
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£ PROJECTS  REACTIONS

Add subproject
PTUJETs .

4 Project name Status

PROJECTS  REACTIONS B"’

Edit project

Desk / Managerent roject BEId gl et CANCEL SAVE
Project PROJECT PARENT USERS
Name
PM12
= ne1
Short name
[+ & em_paralel
PMT nt project)
Description E e

Selecting the 'Users' tab will allow you to edit the Groups and users associated to the project:

Edit project CANCEL  SAVE

PROJECT PARENT

GROUPS

4]
>
=]

QC Group

USERS

Managers*
Pablo Monje X

Normal users

From the Team/Users tab, if you check the boxes of several users belonging to the same group, you
will be able to assign them to the desired projects at the same time.

© 2025 Mestrelab Research S.L. 33



Mbook Manual

Assign users to projects

D Assign users to projects

#  Benisieira

Please select at least one project to assign the users. Note
that some users may already be added to some of the

projects.
O & nm
#  Calas Typhon
D E PM_Parallel

#  CharopPMm

If the selected users do not belong to the same group, you will get this error message:

Assign users to projects CLOSE

For this user selection there are no groups in commeon,
therefore there can’t be projects to select.

If there are no projects associated to the users, you will get this message:

Assign users to projects CLOSE

For this user selection there are no projects available to
select.

The breadcrumb displays the hierarchy of all the parent projects (if any). Clicking on a project name
redirects the user to the corresponding project page:

® 7 6] 6o

Desk / Management / Project PM_Parallel

Project o

You can search by projects by using keywords and filter them by name, status, groups, users, clients,
date, invoicing and membership:
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+

&

Desk / Management
Search {projects)
Filter (projects)

Hide

Status

Groups

Users

Clients

Date

Invoicing

Membership

4.1 Export Projects

You can export an entire Mbook project with its subprojects, reactions, experiments and documents,
just by clicking on the “Export Project” button (only available for Group or Project Managers).

Export project

e e

Desk / Managemen

Project
d

Reaction scheme ’// A
Documents El
History
Search (projects)
Keyword

CLEAR SEi

Export project

Desk v

P e

It will may take some time to generate your report. In the
meantime, you can continue working with Mbook as usual.
You will receive a notification when your report is ready to

download.

The export of a project indudes al

ts underlying entities

[subprojects, rea s and expe) s).

Important: The settings of the project filter will also be applied to

the export.

ATTACHED DOCUMENTS

Documents from all entities (the project itself and all its

subprojects. reactions and experiments)

CANCEL EXPORT
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4.2

Once the export is complete, you will get a notification displayed on your screen that allows you to
download it as a zip archive.

Desk ¥ Team Clients Inventory « Messages

Notifications

1 notifications (Clear all) X

The export of the project PM_Parallel is ready to

Subprojec download Clients
Project: PM_FParalle! m
A export of the project has been successfully generated.
Yes You can download it by clicking on the link below. (manager)
Download

You will also receive an email with the notification.

The generated ZIP file will contain:

-an XML file for the project

-a folder for each reaction

-an XML file for the reaction

-a folder named 'experiments' containing a ZIP file for each of the experiments in this reaction
-this ZIP file (experiment) contains two files: an XML file with the experiment, and a SDF file for the
experiment

- a recursive list of the folder/subfolder structure mapping the same structure for the project
(subprojects/reactions/experiments)

Each of the XML files contains a property, '‘buildNumber’, that includes the version and release
information for the Mbook Instance generating them.

You can import single experiments by following the instructions described in this chapter.

Report Projects

Group and Project Managers can generate PDF reports for an entire project (including subprojects,
reactions, and experiments) just by clicking on the 'Download Project Report' button. After that, a new
pop-up dialog will be displayed to allow you to select which documents included in the experiments
within the project will be included in the PDF report.
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PROIECTS  REACTIONS At
Download project report [IREIEEEES CANCEL GENERATE REPORT
Desk / Management / Project PVI_Paraliel =

(=4

Project v ) o o bl
The report of a project includes all its underlying entities

{subprojects, re ns experimy
Reaction scheme //‘ Z v Important: The s gs of the proj will also be applied to
5 the report.
Documents m v

SELECT THE DOCUMENTS TO INCLUDE IN THE EXPERIMENT

REPORTS
History N
Documents from the Characterization section of every
experiment (includes published documents from analytical
Search (projects) 2 requests).
Filter (projects) ~ Documents from the Monitoring of every experiment.
Hide ~

As usual, clicking on the filter button will allow you to filter 'Projects’ by, 'Categories’, 'Status’, 'Groups’,
‘Users', 'Clients', 'Dates, etc. The selection chosen will be used to generate the project report (in an
otherwise identical manner to the reaction project and its filter).

Clicking on the “Generate report” will display a summary window that includes the number of
subprojects, reactions, and experiments:

Project report details CANCEL CONFIRM REPORT GENERATION

It will may take some time to generate your report. In the
meantime, you can continue working with Mbook as usual.
You will receive a notification when your report is ready to
download.

REPORT DETAILS

* Number of subprojects: 2
* Number of reactions: 2
* Number of experiments: 0

You will receive a notification once the report is complete and can continue working as usual with
Mbook in the meantime.

The project report is saved in the form of a zip archive (with the name of the project) containing a PDF
file with a summary of the project and several folders (one per reaction).

Inside each reaction folder, you will find a reaction PDF report and the experiments folder, containing
the individual PDF reports.
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5 Creating Reactions and Experiments

Selecting any of the available projects in the left panel and clicking on the appropriate button will allow
you to add reactions:

oBOOI( Desk v Team ¥ Clients

'4 PROJECTS REACTIONS

i Add sequential synthesis reaction
Desk / Management / Project NP1 « Reaction name + Coue TATEEUTTES S

Project hd

For reasons of integrity, it is not possible to delete reactions. However, clicking on the reaction name
will allow you to ‘Edit the reaction” and change the status (from open to closed).

Edit reaction CANCEL  SAVE

Edit reaction
Ded.. e eyeert / PM_Para|

5 = REACTION PROJECT
Reaction SnLi

Reaction

Name*

TinLithium Exchange
Reaction scheme

Documents snLi

History

Search (projects)

Keyword

Filter {experiments)

Status

You can find the list of reactions under the 'Reactions’ tab:

PROJECTS REACTIONS

Cwesk / Management / Project Parallel « Reaction name + Code Status

Project et P2 FM2 G

Reaction scheme ;‘f (B & |2and ERi1 Cpen
4

Clicking on the Edit reaction button will display the reaction dialog in the edition mode. This dialog
contains two tabs, Reaction and Project. From the reaction tab, there is a form to be filled by the user
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with the current values of the reaction: Name (mandatory), Short name, Description, Code, Categories,
Status, Type, Optimization Type, Start, End, Invoicing and Responsible.

Edit reaction

REACTION PROJECT

pes| Edit reaction farallel /
Reaction Snli

Reaction ;
TinLithium Exchange
Reaction scheme ‘y" E
S 5 Snli
U R B i i
D
Diocuments (2 E
General (1)
TLC
- & L
P
Bibliography (1}
jec Cpen
Pkl i ;
2024-11-26 11:00

History

Reaction created. Set status to "Open

=

From the project tab, you can move the reaction to a different project. The current project will be
highlighted in the tree. Selecting a different project in the tree displays a warning message to advise
that the responsible user will be deleted. After clicking on OK, the reaction will be moved to the
indicated project.

Edit reaction

REACTION

PROJECT

B ner Change Project

= PM_Paraliel
Warning! If you change the project, the reaction’s

Responsible will be restarted

= = we

= sukr
= pu

You can add a reaction scheme and upload some documents (general of bibliography) from the left

tabbed menu:
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Reaction W

Reaction scheme f E ~

4 ]
Documents (2} E| ]
General (1) A
TLC
R g *
Bibliography {’ ~
Joc
. i ; . i

In the History section, you can find a list of events through the lifecycle of the reaction. Each entry
displays an informing message, the user who performed the action and the date:

History A

Reaction created. Set status to 'Open

Manager set to 'Pable Monje

Once you have created the reaction, you will be able to add experiments just by clicking on the reaction
name and selecting the 'Add Experiment' option:

Add experiment
Desk / Management / PM_Parallel / a Experiment coue y
Reaction SnLi

Reaction v

Reaction scheme ’//‘ & v

In the example below, we have created an experiment called 'PMO_1" in the 'SnLi’ reaction of the
‘PM_Paralell’ project:
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Desk / Management / PM_Parallel / SnLi /
Experiment PMO_1

Experiment v
Coshh i
Bottles v

@ Compound MW W g

Process documents

@
General documents El v

History At

The next step is to add information about the experiment (reagents, products, amounts of reactants,
solvents and products, reaction description, etc.):

2 RN 6 & 14

Desk / Management / PM_Parallel / SnLi /
Experiment PMO_1

Experiment v _ >
Coshh v
Bottles & v
@ Compound MW W g v Moles mol v Equiv  Limiting Conc M Vol mL v Density (g/mL) Pur(%)  Yield(%)  Ratio
General documents v
Process documents ] v
History v
BIUSO|IXXIAS| oFA|IE-=E-EE»9|B-101-X

= Paragraph  ~ | Defaultfont ~| 11~

You will find a toolbar to add participants, select experimental conditions
(temperature, time, pressure, pH, etc.) , show/hide (reactants, solvents, and/or products), assign
sources or create bottles.

+
Clicking on the 'Add Participant' button will allow you to add a participant to the experiment.
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Add participant

SEARCH

Use this tab ta perform a compound search.

f you cannot find a suitable compound,
press here to create a new one from

seratch,

TEXTUAL SEARCH

GRAPHICAL SEARCH

Search by

® Substructure

You can type the name (or at least three letters) of the desired compound (acronym, molecular formula,
CAS Number, stock reference, supplier etc.) in order to search the database for that substance (this will
be faster than drawing the molecule in the molecular sketcher, so we recommend you to attempt to
find your reactants in the database in the first instance).

i ——

SEARCH

Use this tab o perform a compound search. this tab to perform a compound search. Use this tab to perform a compound search.

und, f you cannot find a suitable compound,
press here to create a new one from
scratch.

i a suitable com
te a new one

cannot find a
here to create

TEXTUAL SEARCH

TEXTUAL SEARCH
TEXTUAL SEARCH

Bromo

Bromo Anisole

1694-20-7
Bromo Anisole
1604-31-1
Sigma-Aldrich - Sadium Borohydride
Eromo pyrimidine
16940-66-2
Sigma-Aldrich - Paula_comp5
Bromo pyrimidine_gaod
16945-15-8
Sigma-Aldrich - Bromo Anisole
Bromoacetic Acid
16961-25-4

Sigma-Aldrich - Formaldehyde

If the compound is included in the Database, a new dialog will be displayed to confirm the structure
and select the label displayed in the reaction scheme. Clicking on the ‘Role’ scroll down menu will allow
you to select the role of the new participant (reactant, solvent, or product). Check boxes will be
available to include the new participant in the graphical reaction or in the arrow section.
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Add participant

SEARCH SELECTED

DISPLAY

Reactant

(]

GHBro

0 Hid

DETAILS

Name
- Bromo Anisole

Cas No. Mol

Show more

CH/BrO

187.036 .

ADD & CONTINUE

Br

Clicking on the 'Show more' hyperlink (at the bottom) will display the record in the compound

Database:

0:00«
@ 7 <

Inventory / Compound DB / Structure

Compound Bromo Anisole
compound v
e

Nomenclature

Name
Bromo Anisole

Acronym

ReaseNt nama

Desk ¥  Team v  Clients Inventory ¥
COMPOUND STOCK HEALTH/SAFETY
i
Z 0
Br

Messages

fa7]

Properties

Nature
Solid

Molecular formula
CoH7BrO

Clicking on the Add button (top left corner) will add the participant to the experiment. Clicking on
'‘Add&Continue’ will add the participant to the reaction scheme and will allow you to continue adding

other participants:

Edit participant

SEARCH SELECTED

Use this tab to perform a compound search.

if you cannot find a suit
ress here to create a new or

TEXTUAL SEARCH

® Substructure

DEE9CX668,F-
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You can load molecules in the .mol, .cdx, smile, etc., formats by following the menu 'File/Import File (or
even drag & drop .mol and .cdx files directly into the sketcher window):

MEj@ 5 Cc x @6 & »dwe

Import b3
Open file

| Seleccionar archivo | Ningin archivo seleccionado

5
<
o
+

Paste source

MDL RXNfile

MDL RGfile
B} MDL RDfile
SMILES
ChemAxon SMILES
SMARTS
) ChemAxon Extended SMARTS
InChl
HTML or XML
| Name —
CML
MDL Molfile Y3000
= [; g whe) MDL RXNfile V3000
MDL RGfile V3000
MDL SDfile
ChemAxon Compressed Molfile

ChemAxon Compressed SDfile

CDXML File format ﬁ

HTML or XML >
You can also copy and paste structures directly from ChemDraw to Mbook using the ‘Copy As: MOL
Text' (shortcut Alt+Shift+Ctrl+QO) option.

© Chembraw Professional - [Untitled Document-1 <] T T T

& FiIeView Object Structure Text Curves Colors Search Window Help

. & Undo Drawing Ctrl+Z tu. T00% = @‘.‘ Q = —

Redo not available Shift+Ctrl+Z
Cut Ctrl+X
Copy Ctrl+C
Paste Ctri+V
Clear Del
Select All Ctri+A
Invert Selection Shift+Ctrl+I
Repeat MOL Text Ctrl+Y
Copy As v| SMILES Alt+Cri+C
Paste Special 4 | SLN
Get 3D Model et
Insert File... s
Insert Object... CDXML Text Ctrl+D
Objeto MOL Text Alt=Shift+Ctrl+O
MOL V3000 Text
| HELM Alt+Ctrl+E

Of course, you can draw molecular structures using the sketcher itself (useful if your compound is not
present in the database) or just drag and drop .mol files into the sketcher window.

The ‘Move’ mode will allow you to move an atom or a bond just by clicking and dragging.

The Drawing mode (shortcut: Ctrl+D) will allow you to draw a carbon on your spectral window just by
clicking and dragging on any empty field. Clicking on any existing atom will add an additional carbon. If
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you click on a single bond, you will get a double bond (clicking
triple bond).

DEO5

/S VY

I o]

A

S

3 ¥,
&
/,
i 4
7

Drawing (Ctrl+D) | _

on a double bond will convert to a

You can change the atom just by hovering the mouse over the atom and typing the applicable letter(s).

,,,,,,,,,

E= EZE
DE@2CxX08aRswe DEEYCHEE & He
¥ &
& " al
7 &
sy +
“““ = “ e
E 4
£ vy
A "

Mbook incorporates Marvin JS Sketcher. For further information
link.

about this program, please follow this

Once you have drawn the molecule, you can click on the ‘Add’ button to add the structure to the

experiment graphic. You can also click on the ‘Search’ button to
substructure) in the database.

look for the molecular structure (or

46
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CLEAR SEARCH

[ =0 =i ) X008, G H @
& :
7, c
M N
® o
@ s
/\/\ 2 i
H,C Li ;
c

Br

finlcRkeloNe)

If the compound is not in the Database, you can select the option to ‘press here' to create a new
compound:

Edit participant

Add compound CANCEL  SAVE

SEARCH SELECTED
COMPOUND PROPERTIES STRUCTURE

Use this tab to perform a compound search.

t find a suitable compound, Name*

o create a new one from

press here

OO \NQOF D

internal code

Suggestions from 3 characters

Stock

Sugges m 3 characters

GRAPHICAL SEARCH

® Substructure Structure

The next step is to add the remaining reactants and solvent (THF) in the same way.

Clicking on the 'Add Conditions' button, will allow you to add the experimental conditions (after clicking
the 'Save’ button):
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Add condition CANCEL SAVE

Add condition

Temperature

Base temperature Upto %€ v

R1 Base pH Up to

Pressure

Base pressure Upto mmHg v
Compound MW W

Time

Base time Upto A4

Description

Description of the condition

The next step is to add the product. If the structure of the compound is similar to any of the reagents,
you can just select the 'Clone Participant' feature. The sketcher will then be launched with the structure
of your reagent, so you will only need to add the necessary changes (a -SnMe, instead of the -Br, in

this case) and click on the search button. If the compound is present in the database, just select the
product role and click on the 'Add" button to continue:

<O B ®© @ =

Add participant CANCEL ADD  ADD & CONTINUE

SEARCH SELECTED CLEAR SEARCH
T ) s € C 5 ) ] Rols & 1t
: + 3

R C7HzBrO

£8 Compound MW W g v Moles mol v

GRAPHICAL SEARCH !
search by

® Substructure Structure

If the compound is not in the database, it will be added (you can include the IUPAC name) after having
filled in the desired fields (internal code, description, acronym, etc.) and clicking on the 'Save button":

48
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Clone compound

COMPOUND PROPERTIES STRUCTURE

Acronym

Linear formula

Aminoacid code

Generate automatically

Clicking on the 'Properties' tab, will allow you to define different types of compounds (Resin, Enzyme,

Solution and Supported reagent).

© 2025 Mestrelab Research S.L.
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Clone compound CANCEL  SAVE

COMPOUND PROPERTIES STRUCTURE

e {g/mL
n— c :
elting o .

- Resin: If a compound checked as a Resin is added to an experiment, a column labelled ‘Loading
(mmol/g)" is added to the stoichiometric table.

- Enzyme: If a compound checked as an Enzyme is added to an experiment, a column labelled ‘Activity
(U/g)" is added to the stoichiometric table. No automatic calculations are performed for this participant
(the amount used in the experiment must be manually added by the user).

- Supported reagent: If a compound checked as a Supported reagent is added to an experiment, a
column labelled ‘Loading (wt%)' is added to the stoichiometric table. No automatic calculations are
performed for this participant (the amount used in the experiment must be added manually by the
user).

- Solution: If a compound checked as a Solution is added to an experiment, the concentration column is
automatically populated from the defined value in the compound.

The resulting structure will be added to the Products:

L+ P v
& oH,
R2  CgHeClSn

R1  C7H;Bro
i | P1 CqgHqgOSN

51 C4Hg0

You can move the reactants from the arrow to the reaction section (and vice versa), just by dragging
and dropping.

Once you have drawn the experiment reaction with all the relevant participants, you can select the
applicable amounts of reagents and solvents in the stoichiometry table.
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After inputting all the necessary information and formatting all the experimental procedures, the
changes will be automatically saved:

NC/\/‘\L
o
‘:N ) G R3 CyHgli L
g4 A X
["\LH CH
- » ?
R1 C;H,BrO R2  CgHyClsn
P1  CygH4505N
51 C4Hg0
533 Compound MW we ¥ Moles mol ¥ Equiv Limiting Conc M Vol mL Density (g/mL) Pur (%) Yield (3)
[l  CoHyBro (R1) 187.036 1.120 0.008 1.000 100.0
M  C:HpCisn (R2) 199.270 1.432 0.007 1.200 O 1000
M CeHoli(R3) 64.060 0.460 0.007 1.200 =] 1.600 45 0.680 100.0
M CaHe0(51) 72.107 22.200 0308 0.240 250 0.888 100.0
M Csok1e0Sn (P1) 270947 1.610 0.008 100.6 992

You can create links in the experimental section to the participants (to parse information about
weight/volume, mols and number of equivalents): just by highlighting the applicable text in the
description and clicking on the ‘Insert experiment participant' button:

N_(/‘\.‘/‘\L
o
IJH_ W R3 CgHgLi I
< o
o &/ T
%
+ A select participant CANCEL INSERT
Rl CjH;BrO ] Stesn
REACTANT
® CH;Bro
CzHqClSn
fé; Compound MW Wi g ¥ Moles maol ¥ Equiv D chiorotrimathylstannans
M  CH7BrO (RT) 187.036 I 1120 0006 mnul CyHoli
]  C3HyClSn (R2) 199.270 1.432 0.007 SOLVENT
]  CaHglifR3) 64.060 0.460 O CqHg0
fi] CaHgzO(51) 72107 22.200 PRODUCT
] CroHss0Sn (P1) 270.947 1610 CygHq50Sn
BIUSOIX XA ®WK|E-iEr -
E Paragraph  ~ | Defauitfont - | 11~
To a solution E 1.128 g, 9.006 mol, 1.604 eg) in | (25,2 mL) at-78°C, we added 73 (4.5 mL, @.097 mol, 1.268 =q) and stirred for 15 min. Then we added RZ (1.432 g, @.987 mol, 1.2 eq) and

In the case of reactants, the amount and number of moles will be synchronized in both the table and
the description. The same is true for the volume of solvents and for the amount, number of moles, and
yield of the products:

The compound names in the stoichiometric table include links to the inventory entries:
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COMPOUND
Inventary f Compound OB / Structure ‘y B * -
Compound 2-Bromofnisole
Compound W ([:'HB
Momenclature f‘ -~ 0

2-Bromoanisole

Br

Compound

C3HyClSn (R2) i)

CyHglLi(R3) B Ak Names g

m C4Hg0 (51) 7207 sl i} T30E AT ki ]

You can configure the desired columns that will be displayed in the stoichiometric table by clicking on
the button highlighted in the figure below:

Configure columns CANCEL SAVE
the present experiment -
Columns D
Compound
MW
Exact Mass [l
2’53 I Compound
" : W
Column configuration
LyH7BIO[RT]
Moles
[  £3HgCISn (R2)
Mol3
I  C4Hpli(R3)
Equiv L
M CHaO(s1)
Limiting Reagent
T CioHss08n (P1)
Conc
B I US<|xX X]|
= Paragraph = | Default fort Vol

Clicking on the 'Show Participant’ button E will allow you to show/hide the molecular structure in the
graph experiment, and to display the participant as a structure, name, or both:
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| Show participant CANCEL  SAVE
Participant Show Structure
C7H;BrO (R1)
C3HgCISn (R2)
C4Holi (R3) i
C4HgO (51)
C4pH1505n (P1)
53'3 Compound 1

To edit or delete participants, highlight them and click on the applicable buttons (from the toolbar or
from the table).

R1  C;HBro
21;:3 Compound MW w g ¥ Moles mal w
Il fcsH7Bro (RT) 187.036 1120 0.006
]m[ C;HgClSn (R2) 199270 1.432 0.007

To create bottles for products and assign co for reactants and solvents, highlight the participant and

+
click on the applicable button .
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R1 CH,BrO R2  C3HeCISn

You can assign consumptions also by clicking on this button:

70 AN 6

H.CM;

R3

5

P1  CyqHyg0SN

Desk / Management / ... / Subproject? / React]

/ Experiment PMO_4
Experiment ~

Coshh w

Bottles é' ~
Assigh consumption

Consumed -~

Created ~

R1

From the panel, you will be able to ‘add/edit or download in PDF format’ the ‘Material Safety Data

Sheet' of any of the participants:

ZDARMAM= @

Desk / Manggement / ... / Subproject2 / React]

! Experiment PMO_4

Experiment b d
Coshh b
Bottles é“ W
General documents (1) Fa

Add document

Health&Safety (1)

C4Hg0 (5T}

MSDS (M505) i@?

a

Selecting the 'Process documents' tab, will allow you to add other relevant documentation such as
Mnova documents, the raw NMR/MS spectra in .zip or .mnova format, images, etc.:
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Process documents [2) m ~
Menitoring (1) fa
PMO 4

Characterization (1} ~

PMO_4

Once you have added the attachments, they will be listed in the appropriate panel.
NMR, MS, or EIViS datasets can be uploaded as Mnova documents or as raw data in zip files.

If you load a Mnova document, you will be able to see a small preview just by clicking on the 'Open
Document' button.
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v N e I
L e
Desk / Management / ... / Subproject2 f React] L ™
/ Experiment PMO_4 | ] Ly
£ty
Experiment 1 X e
mt| T : ik

: T e

Coshh 3
AL

Bottles é’; ;|
General documents (1] m b il

ol 1 | L
Process documents (2] E I U ot TR A e e L [ e 7 SRR L S
L o 5 a a 5 _F—-] a 1 o
Monitoring (1) T 11 i qy L
Characterization {1) 4 faas
_JJI
bae
PMO 4 i
| .'.'JE
MMR and M5 [+
M| & I é‘ ;
Open document JR3 64,060 0.460 C

Clicking on the 'Open Spectral preview' will display the viewer which will allow you to increase the
intensity of your NMR spectrum, panning or zoom in:
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Z0AMNAa

Desk / !\c?a nagement / ... f Subproject? / React] Preview spectral document CLOSE DOWNLOAD
/ Experiment PMO_4
SPECTRA DATA Page 10f3
Experiment ~
U A TR ¥ "
Coshh v . Ao
jspmanisol - | .
Bottles é‘ w 23 y 8o ¥ ag . 1100
J | ; C ] |
1000
General documents (1} E w
HE [
? G 9000
Process documents (2] m ~ L \ O
A 5T
! “ +BO0G
Monitoring (1} ~ e
1000
Characterization (1) ~ ﬁ;
6000
PMO_4 |
e T Dis d I
3.82 ol20 |
NMR and MS . 5000
s m
= |4000
Cpen spectral |ev.’ewJ
S - 2 3000
History |
m +2000
Y +1000
BT | - L | 0
= Pare I
T " - 1000
025" g5 g0 75 70 65 60 55 50 45 40 35 30 25 20 15 10 05 00 45 10 *
1 ippm) -
3

Selecting the 'Data’ tab will allow you to display the ‘Multiplets Table' or generate a ‘Mutiplet Report’ in
the journal format selected in the combobox (JACS, in the example below):
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Preview spectral document

SPECTRA DATA

PARAMETERS

Spectrometer frequency

Spectral size

MULTIPLETS
* Shift % Range
737815 746728 _7.2801
7.00583% 7.10871 . 693551
835275 6.95803 .. 6.7434%
382219 395961 ..3.72464

0.253236 0335215 ..0.21348

REPORT

|- Am. Chem. Soc.

Page 1of3

1H
25013
32768
CDCI3

2002-02-24 19:55:2%

% Huvalue % Abs. Integral % Class = |values

2 13565.7 m

1 608224 m

1 9086.12 d 8.2533

2 224054 s

9 BE09E.5 d 1.29667
Results per page: 25° v 1-Sof5 £4 4 b 1

CLEAR GENERATE

"HNMR (250 MHz, CDOL,) 6 747 - 7.28 (m, 2H), 7.11 - 6.94 {m, TH), 686 (d, /= 8.3 Hz, TH), 3.82 {s 3H), 0291(d, = 13

Hz. SH).

The original raw file can also be downloaded by clicking Edit and selecting the raw file from the same

window.

You can also add images (very useful, for example, when adding TLCs) to your experiments. Clicking on
the 'Open document' button will display a preview. These images can be included at the end of the
report (with the description added).
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Process documents (2} El ~
Maonitoring (1) R
PO 4

TLC

mnavims 2 W2

Characterization (1]
PMO 4

NMR and M5
Pablo Munje

HIE-0-30 11:27:55 I.g .af ]H[

History

F
|
:

You can also add PDF files in the bibliography section. Hovering the mouse over the PDF link will
display a preview of the first page of the document:
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General documents (2} E F
HealthE&Safety (1) b @
C7H
Bibliography (1] ~ R1 L7
PMO 4
ac
3 7T i
o bl X g T 198, &5 TI2 190 .,
SMH Chemsical Shifis 24 Cammen
it Sadents ds Trace ag il g
Additional b
Process documents (2] EI ]
History " ]

From the experiment panel, you can edit the description of the experiment, clone, assign the
experiment to another user, generate a report as a PDF, import a reaction scheme from Chemdraw,
and send a message with the report (to any member of the same group):

*frlj“‘_'}ulz_ﬂllgl-l-

Diesk f Management / ... / Subproject? / React]
J Experiment PMO_G

For reasons of integrity, it is not possible to delete experiments. However, clicking on the ‘Edit
Experiment’ button will allow you change the status (from open to closed or discarded). From here,
you can also rename the experiment code, modify the start and end dates, and type 'descriptions' and
conclusions':
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Edit experiment

EXPERIMENT REALCTION

\Pending =signature

Discarded
nm-dd hh:mm m
From the experiment tab, you can check the 'Relevant experiment' box. This type of experiment will be

highlighted in blue in the desk, allowing the users to easily select the important experiments in a
reaction (for cloning, reporting, etc.). You can also filter your searches using the relevant experiments:

Edit experiment

EXPERIMENT REACTION

Relevant experiment

In the ‘Experiment panel’, you will also find a button that allows you to ‘Clone’ any experiment, a very
useful feature for the creation of new experiments using existing ones as starting points (for instance, if
you run the same experiment again under different conditions, or if you run a new experiment that is a
modified version of an existing one).
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Experiment

Cashh

Bottles

General documents (2}

Process documents (2)

History

Clon=d_FM4
[ Relevant experiment
]
Clene stoichiometric data
s
s
Add link zo original experiment

When the 'Clone stoichiometric data' box is checked, the weight, volume, and number of moles will be
automatically completed in the table for the cloned experiment. Please bear in mind that when you
modify the amount of the limiting reagent, all the amounts of the remaining reactants will be
automatically calculated according to the number of equivalents. The same button will appear in the list
of existing experiments:

Desk f Management / ...
MewProject withoutReactions f Subproject? /

!

Reaction Reactl

Reaction

Reaction scheme

Documents

Clicking on the History field will display the relevant status information:

7 [

(2]

ot

ot

« Experiment code

0O FEMmo4

Clone experiment

0 EMos

Status

Open

Open
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History A

Reaction created. Set status to "Open

You can also navigate through the experiments by using the arrow buttons in the reaction scheme
header:

Pablo Monje ¥ ﬁ

Mext experiment

You can assign experiments to other group members by clicking on the applicable button:

/DAL o E®e

Desk / Manageme| Assign experiment | Assign experiment
! Experiment PMI_T

Experiment W

Coshh ~

Eottles

Process documents (2]

@
General documents (2 m et
4]

Histnrw W R1

You can send messages from the reaction page, by clicking on the button 'Send message'. By doing
this, the Send message dialog will opened, and the reaction will be displayed in the entities section:
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Documents f' |
Histary

Search

CLEAR SEARCH

= Reaction name

B2

Send message CANCEL  SEND

s Send amail
Entities 0\
PM_Farallel (Project) %
BIVGOCIXNXIAWIoEIE-E-EEHIB-1-7 -

=Paragraph - | Defauttfont -] 11 -

5.1 Export Experiments
You can export any existing experiment just by clicking on the 'Export Experiment' button and selecting
the desired attachment boxes:
Export experiment ESP EpCHIE
Ciesk f Management / . /M lee e e e
J Experiment PMO _4
Experimant w Your experiment will be exported in XML format.
Coshh w
ATTACHED DATA
Bottles é’, v
GREDE T ot WonEm s 1] m ¥ Documents from the following sections: General and
il open
Process documents (2] E| W
Consumed sources
History br
Created sources
After clicking the "Export” button, a zip file with the name of the experiment code will be created. The
zip file will contain several folders and files depending on the options checked in the export dialog:
a) It will always contain an .sdf file containing the structures of all the participants (reactants, solvents,
and products).
b) An .xml file will be always present with the description, history of the experiment (project, reaction,
and owner) and consumed/created sources if the applicable options were checked.
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¢) If the option to include documents is checked, besides the .xml and .sdf files, one folder for each
section which has documents attached in the experiment will be included in the zip file and will have the
name of the section and the type (Bibliography, Monitoring, Characterization). Insides these folders
there will be subfolders for each participant with the applicable documents.

¢.1) If you uploaded a raw dataset, the folder in the zip file will contain: the original file, the Mnova
document automatically generated when uploading the file to Mbook, and a bunch of .txt files with the
parameters, peaks and multiplets of the different pages.

¢.2) If you uploaded a Mnova document, the folder in the zip file contains: the original Mnova
document and a bunch of .txt files with the parameters, peaks and multiplets of the different pages.
¢.3) If you uploaded a PDF, image or any other format, the folder will only contain the original
document attached to the experiment with its native format.

5.2 Import experiments

You can import experiments from Mbook (as zip archives) or from ChemDraw (in CDXML format) just
by clicking on the applicable button (highlighted in red in the screenshot below):

OBQQK Desk Team «

A PPl -y

Import experiment

Import experiment CANCEL IMPORT

Desk / Management / ...

/ Experiment PMO_8 : ? @ Import an experiment in CDXML format
mport an experiment generated by M Ic-n— ke

: Import an experiment generated by MbDook
Experiment v
Coshh b Please copy and paste your COXML code or upload 2 COXML file.

Nofe: For o better experience, drow your experiment in ChemOrow

Bottles é‘ v Following e widelines.
General documents @ v Paste your COXML code here
Process documents El A
History ~

|

Mame Size

reaction.cdxm 2.8k8 |

Another option would be to copy and paste the experiment from ChemDraw using the 'Edit/Copy As:
CDMXL Text' (Ctrl+D) command.
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ﬁ ChemDraw Professional - [1.3DipolarCycloAdition.cdxml]

@] File  Edit View Object Structure Tet Curves Colors Search Window Help

e D& Q SR

. - Undo not available Ctrl+Z
Redo not available Shift+ Ctel+Z
Gehi Cut Ctrl+X
R e CilsC
b7 S B e Crrl+V
Fins Clear Del
Riwiz Select All Carl+ A
Invert Selection Shift+ Ctrl+|
o=y Repeat not availsble Chrl+Y
_Pa
Copy As ¥
Paste Special >
Get 3D Model
Insert File...
Insert Object...
Objeta
o

PhO_ = o N

SMILES Alt+Ctrl+C
SLN

InChl

InChl Key

COXML Text Ctrl+D
MOL Text Alt+Shift+ Cirl+ 0
MOL V3000 Text

HELM Alt+ Ctrl+E

If the file is in another format or it does not have a reaction or a recognizable structure, a warning will

be shown.

Warning

Failed to import: Arrow not found

The compounds detected will be searchable in the compound database. If they do not exist, the user
can make the decision to create them.

Import experiment CANCEL IMPORT

Your experiment scheme is displayed belo

compound obtained from Mbook's database.

R1 C;H,Bro

Assign 578-57-4

Modify... Search.

+

e SN
R3 C4Hgli
oo Assign 109-72-8 -
7
;e
e
R2 C3H,ClISn L
Assign C3HICISn - nc/\\\7
s1 C4HgO
Assign 106-88-7 v

Modify Search

You can assign each experiment participant either to a new compound created by yourself or to an existing

e
o

Create new compound v

Create new compound

Assign C10H1605n

Do not create participant

If you are loading a zip file containing an experiment created with Mbook, you will get a dialog box like
the one below (also with the ability to import attached documents and consumed sources):
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Import experiment CANCEL IMPORT

You can assign each experiment participant either to a new compound created by yourself or to an existing
P Y Y B

Your experiment scheme i
compound obtained from Mb:

Warning: 6 new compounds will be created if you do not assign all experiment participants to an existing compound obtained from Mbook's database.
eSS
R3 CaHglLi
Ct
e s 1
J. 5 Create new compound v 2
J
@: ;oo
e s
& + > L
p1 C;H,Bro R2 C3HgCIsSn
P1 CaoHy
create new cempound. ¥ Create new compound ¥ HE L

. Create new com
51 C4HgLi
52 C4HgO
Create new compound ¥
Create new compound «

Your experiment includes some attached items . You can import them into Mbook by checking the boxes below.

[ ‘General' and 'Process’ documents: 3
{NB New compounds will always be created with their Health&Safety documents included in the experiment.)

Consumed sources: 2
{NB New bottles will be created if they do not exist in Mbook.)

5.3 Column Configuration

Mbook includes column configuration capabilities in the stoichiometric table. The user can:

e Choose between equivalents and mol% (default value: equivalents) for relevant columns.
¢ Display a column to select the Limiting Reagent.

Remove the Concentration, Volume, Density, and Purity columns.

¢ Show the CAS Number of each compound.

e Add customized text columns.

The Compound, Molecular Weight, Weight, Moles, and Yield columns will always be shown in the
stoichiometric table. If no configuration is performed, the column structure will be the identical to those
in previous Mbook versions.

Column configuration can be completed via the Group Manager, each Project Manager, or each
experiment's owner:

o If the Group Manager defines the column setup in the stoichiometric table for the entire Group; this
configuration will apply to all the Group's projects.

e If a Project Manager defines the column setup of the stoichiometric table for a project, this
configuration will apply to every subproject and experiment.

e If no column configuration has been completed by the Group Manager or the Project Manager,
chemists can define the column setup of the stoichiometric table for their own experiments.

Column configuration will also apply to experiment reports.
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Column configuration by the Experiment owner

Users can define the column setup of the stoichiometric table in their own experiments just by clicking
on the Configuration icon, as shown below.

Izggl Compound Configure columns CAMCEL SAVE JiH]

Apply this column configuration o

the present experiment v

@ C;HgCisSn (R2) T

fil]  C4HoLi(R3) &

ithe present reaction {your experiments only)

Tﬁ[ tes 7 the present project {your experiments only)
m C4H1505n (P1 7 all projects {your experiments only)
BIUSGOIXXIAS

Exact Mass D
= Paragraph ~ | Defauitfont = | 11
Toa slution of A7 (1.120 g, &.688 mol w 2
min at 0°C.

Moles

Mol%

Equiv ®

Limiting Reagent

Conc a

There are three types of available columns:

Fixed columns that cannot be removed from the stoichiometric table (Compound, Molecular Weight,
Weight, Moles, Limiting Reagent and Yield).

Default columns that will initially be shown in the stoichiometric table but that can be removed by the
user at any time (Equiv, Concentration, Volume, Density, Purity and ratio).

New columns that are not shown in the stoichiometric table by default but can be displayed by the
user at any time (Exact Mass and CAS Number). Other columns such as 'Loading(wt%)' can only be
checked for supported reagents (after having checked the box below under the 'Edit Compound'
dialog):
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Edit compound

COMPOUND PROFPERTIES STRUCTURE

Density (g/mL
Boiling point :C--- -
Melting point _ﬁ -
Flash point C -
KT
pk2
pk3
pkd
Solubilit

A
TS-;_l-:neptnr:-ad reagent -

Users can also add their own custom columns to the stoichiometric table by clicking on the 'Plus’ icon,
specifying a name for each column header and ticking each column's checkbox:
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Ratio /] 30
Loading i
Activity
Loading(wt3)
CAS Na. O ar 15
&
+

Add column

Custom columns can be removed at any time by clicking on the 'Delete column' button.

Finally, the column setup that a user defines for a particular experiment can be extended to every user's
experiment in the current reaction or project or even to all the experiments owned by the user:

Configure columns CANCEL  SA

the present experiment

the present experiment

tthe present reaction (your experiments only]
the present project (your experiments anlky)

all projects {your experiments only)

Column configuration by the Project Manager

To open the column configuration section, the Project Manager should navigate, respectively, to the
Group's management panel or to the project's management panel, and then click on the icon below.
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Configuration of project 'Subproject2

COSHH REPORTS EXPERIMENT

Configure project |

Beskel oo e e g
MNewProject withoutReactions /
Project Subproject2 STOICHIOMETRIC TABLE #
Customizable set of columns
Project Yes {users can define o custom set of columns for each experiment)
Reaction scheme Z =T |

5.4 Searching

You can get the list of experiments just by selecting 'Experiment Search' from the Desk scroll down

v temv  cie — Pabio Monje *
Qoox Desi v Team v Ciems lnvemory v Messsges () avioMonie * il
_ Henegement _

Desk / Experiment search » Experiment code 2 Status Experiment search  ion 2+ Project + User 2 Time 2 Yield Experiment scheme

Sanich (SmeHmEnts) ~ 0 emo1 Open No founll§ PM Paraliel Pablo Monje 2024-11-2613:34 =

/ -
of + e — QL
Key
O emo2 s No i Bl Paralel Babio Monje 2024-11-27 0852

CLEAR  SEARCH

e o -
Projects e A
& e
& PM_Parallel
=3

You can search by keywords, Hazard and CMR codes by using the left panel, and use the filters to
restrict your results by project, status, users, groups, compounds, dates, experiments, etc.
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Desk / Experiment search

Search (experiments) Ll

ntification

Add the following H

de
codes: Hazard and CRM codes.

Multiple codes can be added separated with
semicolons.

Example: H250; Carcincgens; H335

CLEAR SEARCH

The experiment search menu can be un/collapsed by clicking on the arrow (located in the right upside
corner). This collapsible contains a breadcrumb. The sections 'Search' and 'Filter' (can be also
un/collapsed by clicking on the arrows next to each header):
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Fileer (experiments)

Projects
O & nm

H & & PuParalel
O & rwi

Status

Relevant

Users

Groups

Compounds
Compound structure
Date

Experiment scheme

Q

Search for any existing compound can be done just by clicking on the ‘compound Structure' button and

drawing the desired molecular structures of the participants:
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5.5

0O & e Compound structure filter CANCEL  SAVE
Status a > Sareti b
Structure -
Relevant O W
e v DEEYCXAEREHHES
i'y"
Groups hd & i
|~ .
Compounds ~ =,
o CH, N
Compound structure Q ~ ® 0 -
5
Open compound structure filter ‘ ~
Br i
No compound stricture filter data =
Br
1
20000 -

Filtering the search by experiments schemes is also possible:

Compounds v
Graphical search filter ©+ CANCEL  SAVE
Compound structure Q A
o
|
No compound structure filter data @“
R
"
R1  CH;Bro
Date v

Experimentscheme €3 Q. A

O —
Generating Reports

You can generate project, reactions and experiments just by clicking on the applicable button

I
® 7Bl Ma Projects ERC
Desk / Management / Proj| Download project report |, g:;;:;%ﬁzﬁﬂoad ;i;;tion report | Dokl i Mhasisigesmient # Pardiel Download experiment repart |

Tinlithium Exchange / Experiment PMO_1

Project ~ HNewProject

Reaction N

When exporting a project report, you will have the capability to export the documents used for the
characterization and monitoring for every experiment:
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Project report CANCEL GEMNERATE REPORT

t includes all its underiying entities

(subproj s and experiments).
Important: The settings of the project filter will also be applied to
the report.

SELECT THE DOCUMENTS TO INCLUDE IN THE EXPERIMENT
REPORTS

g Documents from the Characterization section of every
experiment.

Documents from the Monitoring section of every
experiment.

Once the report will be ready to be downloaded, you will get a notification in the Mbook toolbar:

1 notifications (Clear all) X

The report is ready to download

Project: PM_Paralie/

The report has been successfully generated. m =
You can download it by dicking on the link befow:

Download

Clicking on the Download button will create a zip file with a subfolder per each reaction and with
information about each experiment.

When reporting a reaction, you will get a PDF with a summary of the experiments included in the
reaction.

When reporting an experiment, you will be able to select the multiplet report format and to include the
documents of the monitoring and characterization sections:
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Experiment report CANCEL DOWNLOAD

REPORT TYPE

Select the report type™

J. Am. Chem. Soc. -
DOCUMENTS

Please, select which documents you want to include in
your report.

Menitoring ~

® nc

Characterization ~

NMR and M5

By clicking on the ‘download' button, a PDF will be generated for the current experiment:
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From the 'Configuration panel’, the administrator can upload a corporate logo that will be displayed on
the header of all Mbook reports:
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5.6

Configuration

GENERAL REPORTS

HEADER #

ogo

Current log
Default

at 13/02/2025 10:52:46

Preview of your repc
0 BOOK o j):ﬂerlment code \LU%

The report header will be generated with the default logo.

Report Footer

Footers can be added to the PDF reports generated for each experiment. Footers may contain one or
two signature sections, as well as a text area where warnings or informative messages are displayed.
Mbook provides each Group with five configurable footer templates. The Group Manager can
customize each template, and then select which of those customized templates are available to the
Groups' Project Managers. Each Project Manager can select the specific footer that will be added to all
the project's experiment reports (and its eventual subprojects) from the customized templates made
available by the Group Manager. Finally, each experiment owner can decide whether to include a report
footer when generating a PDF report.

Report footer Templates

Report footers in Mbook contain one or two signature sections, as well as a text area where warning or
informative messages are displayed. The picture below shows the five footer templates available in
Mbook.
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Reports - signature footers CANCEL SAVE

Please, select the signature footers you want for your reports.

[] Mo signature footer

Date/Chemist signature:
Date/Chemist signa CONFIDENTIAL
[J This text can be customized in every project
Date/\Witness signature: Date/Chemist signature:
Date/\Witness signal Date/Chemist signa CONFIDENTIAL
[ This text can be customized in every project
Date/Witness signal CONEIDENTIAL Date/Chemist signa
a This text can be customized in every project

Group Manager

The Group Manager can customize each report footer template, and then select which of those
customized templates are available to the Group's Project Managers.

To open the report configuration window, the Group Manager should navigate to the Group's
management panel and click on the setup icon highlighted below.

> + .
233 L// = Configuration of group 'Pablo_Group’

Caonfigure grou
T gure group )h“ COSHH REPORTS  EXPERIMENT

Group

{ SIGNATURE FOOTERS ¢

Documents
No signature footers Edit

Search (uszers)

The report configuration window will pop up:
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Reports - signature footers CANCEL SAVE

Please, select the signature footers you want for your reports.

[] Mo signature footer

Date/Chemist signature:
Date/Chemist signa CONFIDENTIAL
[J This text can be customized in every project
Date/\Witness signature: Date/Chemist signature:
Date/\Witness signal Date/Chemist signa CONFIDENTIAL
[ This text can be customized in every project
Date/Witness signal CONEIDENTIAL Date/Chemist signa
a This text can be customized in every project

During the customization of a footer template, the Group Manager can check the “This text can be
customized in every project” option (see picture above). In this way, the Group Manager allows the
Project Manager to customize the content of the text area on a per-project basis. In the report footer
below, the Group Manager has defined the message “PROPERTY of XXX" so that each Project Manager
can modify the “XXX" part at some later point.

Data/Witness Date/Chemist
signature: signature:
] PROPERTY OF JXX

If no footer is needed for the Group's experiment reports, the Group Manager should check the “No
signature footer” option.

Project Manager

Each Project Manager can select the specific footer that will be added to all the project's experiment
reports (and its eventual subprojects) from the customized templates made available by the Group
Manager. To open the report configuration window, the Project Manager should navigate to the
project's management panel and click on the icon below.
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® 7B 6o

"Conﬂg‘ure prcuecf_ ke pa

Configuration of project 'Parallel*

COSHH REPORTS EXPERIMENT

Project

e, f SIGNATURE FOOTER #
No signature footer

Documents (1)

The report configuration window will open. Only the report footers previously selected by the Group
Manager will be available to the Project Manager, who can then decide which one, if any, will be
included in the project's experiment reports.

Reports - signature footer CANCEL SAVE

se, select the signature footers you want for your reports.

[0 Mo signature footer

Date/Chemist signature:
Date/Chemist
signature:
CONFIDENTIAL
Date/Witness signature: Date/Chemist signature:
Date/Witness Date/Chemist
signature: signature:
O COMFIDENTIAL
Date/Witness Date/Chemist
signature: signature:
O CONFIDENTIAL
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6 Main Toolbar

The user will find a toolbar on the upper left corner to go to the desk, to work with the database of
compounds and suppliers, and to send messages to other members of the same group. Group
managers will also find a button (Team) to manage the groups and the users.

Desk + Team = Qlients Inventory ¥ Messazes €3 ﬁ

From the desk, you can search for experiments by molecular structure or by typing any free text just by
selecting the 'Search' option:

v Team v Clems invemon v Messages Fakto Wonic Sl
°aoox Desk Clierts. oy e " Panin Mo *
_ Hemsgemee _

Desk ¢ Experiment search ~ Experiment code + swws ion 4 Project $ User 2 Time $ Yl Experiment scheme

1 o Soli araiiel abio Monje 11 -
T —— - ® emo o ~ Snli PP PaboMone 20241128133 2 . ;
@L + Y F A — (:[ "
® ewoo o m u PM Parallel  PabioMone 202411270852

cLear  seARCH

Filter (sxperiments) (%] A~
Projects o -~
& e
& Fuporalel

=R

From the Team scroll down menu, group managers can configure groups, users and activity:

Desk ¥ Team v  Clients Inventory ¥  Settings  Messages n

Groups
Add group Description Users Managers Normal users
CharoGroup = Activity * Charo Lalin * CharoTest9
o javibe
o onlyPM user
CharoGroup2 - * Charo Lalin o s3bb
» Javier Rialito
® User Test

From the clients menu, you can add clients and filter them by projects:
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oaoou R e T e e

Add dlient CANCEL  SAVE

: Add client
Clients ,-‘ CLIENT ADDRESS Cor
Search (clients) ~ #  Clentevad
# ClientTes3 Name* L
Keyword
_&' Client Test (original Ent
CLEAR SEARCH v Client Test 1 Ent
# ClertTest2 Con B
Filter (clients) ~
&  Client Testl E
Projects ~
,&‘ eva (lient
O & wm — B
Phone
#  GusClients Eclie
O & Pn_Paraliel
# LuZclleMt Web page
O & e & e
# pewdlientwitha
Sl e ki e

Inventory

Selecting the 'Compound DB' from the Inventory scroll down menu will display the compound list:

o BOOK Desk v Team v Clems  Inventory ¥ Messogss @ [) L sl *
4+ +
Bl —
Invertary / Compound DB + Name s CASNo. o Acomym | Stockroom ula  Characteristics  Compound Stodk
S o i~ (1 :Merchyl (Skp-toluenesuifinate 1517824 Suppliers « o location ossigned: 499,000 g, 50.000g, 250.000
- Freezer: 47.000g
« Terra > TerminusEst > Red Room: 10.000g
HCamphorylsulforylloxsiridine 10472318 SO CaaNOsS — - Freezerl: 250005
CLEAR  SEARCH )
Filter (compounds) ol B
N
Availability in stock O -~
(45 5-ag-Dimethyidibenzylsmine 5621072-1 CaHaN & e « o location assigned: 666,000 g
Available [} : « Terra > The Rock > Lion CodIRoom > Desicator >
. MightyShelf1: 325000
+ Terra > The Rock > Lion CodIRoom: 850.000 g
Unavailable (empty bottles) O

New compounds can be added to the database just by clicking on the appropriate button:

iy +
o] 6l ®
Inventory / Compound DB - I{ Add compound

[-{1R)-Menthyd (S}p-toluenesulfinate

Search (compounds) P

From the left panel, you will be able to search by name (including CAS Number), stock number, hazard
and CMR codes.
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Inventory / Compound DB

Search (compounds) L

CLEAR SEARCH

You can apply several filters to your searches (availability in stock, by structure, groups, users, projects

and dates)
Filter (compounds) 9 ~
Availability in stock = -
Compound structure O\ b
Filter by use {compounds) ~
Groups ~
Users L4
Projects w
Date W

Left clicking on any existing record will display a dialog to add or edit the existing information (Name,
Acronym, Molecular Formula, Melting and Boiling Points, Density, etc.):
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o

Inventory / Compound DB /
Compound (J{1R)-Menthyl (S)p-

toluenesulfinate

COMPOUND  STOCK  HEALTH/SAFETY  DXPERIMENTS

Structure

CH,

Compound v
>
Nomenclature 7 A~

(HIRNMenthyl (S} p-roluenesulfinate

(5H--Menthyl p-toluenesuffinate
= (1R25,5RH-}Menthyl (S-p-taluenesuifinate

Documents (3) fa] ~
Bibliography v
Characterization (2) v
Health&Safety (1 v

Properties 7 A

Violecular weight

294.450

Exact mass

294165

102104

From here, you can get the MSDS document and download the molecular structure as .mol, .sdf or

smile.

Clicking on the ‘Stock’ tab will display the location and the number of available bottles of the

compound:

e

COMPOUND  STOCK  HEALTH/SAFETY  EXPERIMENTS

Inventory / Compound DB / + Origin Origintype & Status 4 Reference
Compound (J{TR)-Menthyl (S)-p-
He—— @ O B Semeddich e o] 1234
Compound Y Ed B oz oA Supptier Available 5554
Nomenclature PN =

L DO & CheosReaim Supplier Ayailable
Name ;o
({1R-Menthyl (S)-p-toluenesulfinate @ DO B MR Supplier Available
K m 0D B om Supplier Available

Remaining (nitial) Solvent  Concentration (M) Puity(%) < Expiration date + Location

250000 g (250000 £)
50,000 £(50.000 )

10000 £(10.000 ) Terra > TerminusEst » Red Room
47.000 g(50.000 ) Freezer]

499,000 g (500.000 g

The 'Health/Safety’ panel will allow you to check and modify the hazards and precautions assigned to

the compound:

COMPOUND STOCK HEALTH/SAFETY EXPERIMENTS

A »
Hazards identification Vi
Signal word
Danger
MR

Corcinogens: Category 2

Hazards

Precautions

[Pz70pz7a | [ paozreasripass | [panseeoss |
[P2z1=r2s2 | [raoa-raze]| [ raoaeraaserss | [zz7-r313 | [ Paos-rasierazs |

Pictograms

OB~

5 2 >
Specific precautions 7 A
Please, complete the specific precautions below.

P241 - Use explosion-proof [electricalfventilating/lighting/..] equipment

PSO01 - Dispx

ntents under inert gast..Protect from misture

Clicking on the ‘Experiment’ button will display the list of experiments where the compound has

previously been used:
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COMPOUND STOCK

4 Experiment code

EMO 1

[n]

The new Stockroom section is

down menu:

OHOOI(

Inventory / Stockraom

Hide locations

Location:

Locations status

Bottle status

Bottle arrival date

Bottle expiration date

HEALTH/SAFETY  EXPERIMENTS

4 Status

Open

Open

Relevant 4+ Reaction + Project
No Tinlithium Exchange Parallel
No Resctl Subprojec2

LOCATIONS

Desk v

BOTILES

+ Location name 4 Location code

Building W
Freezer!
Fridgel

Meth Building
Terra

Test building
Test Building 3

Team v

Clients

$ User

Pablo Monje

Pablo Monje.

Inventory ¥

a Time

2024-11-26 13:34:05

2025-01-29 12:42:42

B Suppl

Freezer

Fridge

Building

Building

Building

Building

jers

Status

Locked

Not owned

Not owned

Locked

Owned

Locked

Locked

Messages € g

STReE _

L Stockroom

% Yield

203

Owner

Primarchs

Experiment scheme

Accesible o

Primarchs

OCGroup

Primarchs
QC Group

available by selecting the 'Stockroom' icon from the Inventory scroll

Visibility

The Suppliers option in the toolbar will allow you to search/edit/add suppliers to your database:

° BOOK

Inverory / Suppliers

Search (suppliers)

Message

The message button will display all the messages (sent,

inbox:

° BOOK

Messages

Filter (messages)

Date

CLEAR SEARCH

CLEAR SEARCH

RECEIVED (35)

o

O0 o000 oo0ao

Desk v
- Name Email
ABCR GmbH

Acros Organics

Adeptus Mechanicus

AlfaChemicals

Team ¥

Clients.

Inventory ¥

Biochem C|

[

[N

[N

=

()

)

=

=

Desk v Team v
SENT ARCHIVED E+

4 Message

Test

Compound supervised: Paula comp®

Request to modify compound: Paula compd

Request 1o modify compound : Paula compS

Request to modify compound : Paula comp5

Request to modify compound : Paula comp5

Request to modify compound : Paula comp

Request to modify compound : Paula comp

Clierits

Inventory v

received,

Messoges €@ ()

Compound DB

M@ O

Stockroom Web page
Suppliers hups:ifaber.com/
hitpsih ,

s-organics.html

hupsi/fevew. biochemopharma.fr/

4+ Sender

Ru OnlyGroupManager

Paula Mora Ayuso

Paula Mora Ayuso

Paula Mora Ayuso

Paula Mora Ayuso

Paula Mora Ayuso

Paula Mora Ayuso

Paula Mora Ayuso

or archived) associated with your

Pat
ur

~ Date

2025.02.06 11:30:57
20250206 10:51:09
20250205 19:12:34
2025-01-20 12:44:24
2025.01-20 12:40:58
2025.-01-20 12:33:48
20250120 12:19:06

2025.01-20 12:03:46
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Notifications

The notification button is displayed in the navigation bar (Bell button) with the corresponding number
of messages:

Desk + Team ¥ Clients Inventory ¥ Messages €D £P

Matifications

Each notification is shown with blue color and will be removed after clicking on the 'Delete Notification'
or 'Clear All' button (or after having accepted the action). When the process failed, the notification will
appear in red:

2 notifications (Clear all) X

The report of compounds cannot be generated
Unexpected error. Please, contact with m
support@mestrelab.com.

The export of compounds is ready to download
The export has been successfully generated. m
You can download it by clicking on the link below.

Download

88
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7 Inventory

Many organizations choose an ELN, deploy it, get it adopted, train their users in it, etc., and at the end
of this effort they start again with an inventory solution. Mbook comes with inventory integrated, so you
deploy and adopt a single application that fulfils both functions with no additional effort and no
integration concerns.

Preliminary step: Become an inventory manager!

Any user in your group can read the information available in the inventory section. In order to add or
edit entries, you will need access as an inventory manager. For this, a user assigned as a group
manager can go to the user options and select “edit user” to enable or disable the inventory manager
privileges.

Edit User

ROLES PERMISSIONS DOCUMENTS CONFIG

Bench chemist
» Defines reactions and runs each one of their experiments
= Manages the supply of compounds {botties)

Group manager

* Manages users, groups and clients

Inventory manager
* Manages the compound inventory, namely the compound database, the supply
of compounds (bottdes) and the supplier directory
= Organizes the stackroom

Project manager

* Manages projects and ensures the quality of their reactions and experiments

The inventory menu

The inventory tool can be found on the top bar menu and is linked to the compound database entries.
You can enter or edit new suppliers as well as searching for any compound in your Mbook database.

Desk w Team ¥ Clients Inventory v Messag

« CAS No. & Acronyt Stockroom Torn

1517-82-4 Suppliers
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You can search by name (CAS Number or Acronym), code, stock or Health/Safety: by the H phrases or
CMR categories, or even by searching by keywords as Lactancy, Lactation, Carcinogens, Mutagens,
Reprotoxics is available using this field.

Inventory / Compound DB

Inventory / Compound DB

search (compounds) ~ search (compounds) ~
104372-31-8
[HEneyssg e
Stock
Health / Safety Health / Safety

CLEAR SEARCH

CLEAR SEARCH

Inventory / Compound DB

Search (compounds) A~
o
cso
Stock
Health / safety

CLEAR SEARCH

You can search by compounds available in stock, just by checking the applicable box:

Inventory / Compound DB + Name 2 cAsNo. e
Search (compounds) ~ Methyllithium 917.544

917-54-4

Stock

Health / Safety

CLEAR SEARCH

Filter (compounds) e A

Availability in stock v

+ Molecular Formula Characteristics Compound stock

« No location assigned: 250.000 g

« Terra>TerminusEst > Morty Room: 250.000 mL

* Terra>TerminusEst > Red Room: 100.000 mL. 100.000

mL, 100.000 mL

CHsLi Ho—Li

Show more

Use the option to search by compound Structure to load or draw a molecule and search for it.

The search mode "By Use” allows you to search by compounds used by a group, project and/or user.
Once you run the search with the 'By Use' option, you will get a new 'Used quantity' column, showing

the amount used for

each compound.

Compoundstructure @ Q. A Name cas No. Acronym Molecular Formula Characteristics Used quantity compound stock
5“”8 Bromo Anisole 578574 CH,BrO & « Terra> TerminusEst > Typhus Lab: 100.000 g
ructur v
cH, @E
\ =
i : o
Br
Filter by use (compounds) Q ~
Groups Q -
ablo_C X
Users Q -
Us
PabloMonje X

The inventory manager will be able to add hazards and the applicable pictograms to any existing

compound from the

'Health/Safety' tab:
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>
533 Y < COMPOUND  STOCK  HEALTH/SAFETY  EXPERIMENTS
Inventory / Compound DB / Hazards identification / A~ specific precautions
Compound n-Butyllithium
signal word e, complete the specific precautions below.
Compound v Danger
= P2314P232 - H ert gast
Nomenclature /A | Hazrds
Name P370+P378 - In case of fire: Use ... to extinguist
n-Butyllithium
Precautions
Acronym p2a1p2a2 | [pa0zepana ] [paro-pazs | [ pave-pass-pame P501 - Dispose of contents/container to
Reagent name P264 - Wash .. thoroughly after handling
agent e P305-p301-p353 | [ pa05-p351-p338 B ronenly aen fanding
JPAC Pictograms 310 - Immediately call a POISON CENTER/doctors
0K
* nBuli -
Buli
« Butyl Lithium

You can categorize compounds using the CMR (carcinogenic, mutagenic or reprotoxic) categories. The
CMR categories are related with the H phrases according to the table below:

Table 2: Hazard statements for CMR categories

Hazard statements Category 1A or 1B Category 2 Effects on or via lactation
Carcinogens H350: May cause cancer H351: Suspected of causing cancer .

-Mulagens | H340 May cause genetic defects | H3a1 Suspected of causing genetic defects

.Reproloxics 1 H360: May damagé fertility or the unbarn child I.H3G1: Susbec{ed of damaging fertility or the unborn child | H362: May cause harm to breast-fed children. .

Source: Regulation (EC) No 1272/20082!

The CMR categories are automatically added to the compounds when the corresponding H phrases
are added, after having clicked on the 'Edit Hazards' button:

>
Hazards identification ,// ~ Specific precautions
Edit hazards |
Signal word gmole E
Danger r
B Edit Hazards CANCEL CLEAR  SAVE
]

Hazards . =

European Union Hazards ~

H250 H314 EUHO14

EUHO001: Explosive when dry O
Precautions
P302+P32  EUHOO06: Explosive with or without contact with air D t
|

EUHO14: Reacts violently with water

[ pa03+pas1+p3s3 | [ Paospast-p3s | !

EUHO18: In use may form fl ammable/explosive vapour-air
mixture

Pictograms
EUHO19: May form explosive peroxides
EUH029: Contact with water liberates toxic gas

EUHO031: Contact with acids liberates toxic gas

B O O 0

A practical example

Let’s go to the main menu and select Inventory/Compound DB and search “n-BuLi” as an example:
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] 6 < @

Inventory / Compound DB -~ Name + CAS No.
search (compounds) ~ n-Butyllithium 108-72-8
Name
n-BuLl

n-Buli

(You can also search by code, stock or Health/Safety: by the H phrases or CMR categories, or even by
searching by keywords as Lactancy, Lactation, Carcinogens, Mutagens, Reprotoxics is available using
this field.)

Click on “n-Butyllitium” in the list and go to the “Stock” tab for this compound. Here you can see we
have three different bottles. This window also displays details such as status, batch number, and
remaining number for each of the bottles.

T
COMPOUND ~ STOCK  HEALTH/SAFETY  EXPERIMENTS ﬁ r':'q

Inventory / Compound DB / 4 origin Origintype & Status & Reference Remaining (Initial) Solvent Concentration (M) Purity (%) $ Expirationdate $ Location
Compound n-Butyllithium

« [ [ AdeptusMechanicus  Supplier o] - 0500 L (0.500L) THE 2.600 99.9 - Terra > TerminusEst > Typhus Lab > First Fridge

Compound v
@ @ © AdeptusMechanicus  Ssupplier Available| - 850,000 ML (850.000mL) - “ = = Terra > TerminusEst > Morty Room

Nomenclature
B @& AdeptusMechanicus  suppiier Avalable - 500.000 ML (500.000mL) E20 - E - Terra > Terminusgst > Morty Room > Desiccator_with

Name
n-Butyllithium

As an inventory manager you can add a new entry or edit the information relating to any of these
bottles, such as the description, quantity, purity, order date, who ordered it, etc., and then just save any
changes made.

You can also add bottles to the inventory from the reaction scheme just by highlighting the appropriate
product and clicking on the 'Create bottle' button:

RZ  CyHgClSn T™en

R1  C;H;BrO U b

P1 CqgHyg0SN

51 €4HgO

Any user can go to Mbook’s desk panel and use the inventory entries to link to an experiment. Let's
click on a recorded experiment and check the entries for n-BuLi (or your preferred reaction participant)
by clicking on the “Assign consumption” icon.
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Desk / Management / PM Parallel / SnLi /
Experiment PMO_1

Experiment v

Coshh v

Bottles a v

El ‘ Assign consumption

General documents

Process documents m v

History v
You can now set the amount you have used of each chemical for any of the source entries.

Select source CANCEL

Participant -

C7H7Bro (R1)
C3H9CISn (R2)

ICAHILI (R3)

C4HSLI (1)
C4HB0 (52)

Besides the available number of each of the source bottles, it also displays the “quantity deficit”. This
shows you the amount of participant required for the reaction as per the stoichiometric table.

You can register a value on the “quantity consumed” box to keep track of your chemicals as shown
below.
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Assign consumption CANCEL  SAVE

Participant

C4Hs0 (51)

LOCatol

Terra > TerminusEst > Morty Room

3

uantity consumed

[ ]

i * Unit* *

Awvailable

0.625 L{(10.000 1)

Note: If you use a bottle with a different purity than the one recorded in the experiment table, then this new
purity value will be automatically updated. In this way, you can keep track of your chemicals in the lab in a
straightforward manner with everything you require integrated into your electronic laboratory notebook.

When selecting a compound from the Inventory/Compound DB, the experiment tab displays the list of
experiments where this compound has been used:

COMPOUND STOCK HEALTH/SAFETY  EXPERIMENTS

&+ Experiment code + Statws Relevant + Reaction 2 Project & User « Time 2 Yield Experiment scheme

0 EMo1 Open o TinLithium Exchange Parallel Pablo Monje 20241126 13:34:05 " o
B v “
4 : o
0 FMO4 ouen Ne React1 Subproject? Pablo Monje 2025-01-29 12:42:42 992 . y
‘ % e
o + s o

Warning messages
The inventory tool will also try to help you avoid mistakes when recording your entries.

o If the value of the quantity consumed is greater than the number of bottles you have available, you
will see the following error message:
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Assign consumption CANCEL SAVE

Some errers have occurred

= Mot enough guantity available

Sunolier

Chaos Realm
C4H:0 (51)

Terra » TerminusEst > Morty Room

256 E -

Available

9.625 L{10.000 L)

o If the quantity consumed is less than that required according to the stoichiometric table, the warning
message below will be displayed on your source panel with an exclamation mark symbol.

Bottles (1) ) & ~

Consumed ~

C4Hg0 (51) A

ChaosRealm | Ngt enough quantity available
Terra = TerminusH . . 1

¥

Created ~

If this is the case, you will just need to edit the value to a suitable one and the warning message will
disappear.

Hovering the mouse over the source entry will display information about it:
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Bottles (1) éﬁ A~

Consumed ~
CgHgO (51)

Chaos Realm P
Terra = Termil

Botte Mame

Chaos Realm

Created Concentration ~

Generaldoc o, El ~
99.5%

Processdod! o g Quantiny E N
25.200 mL

History M

7.1 Stockroom

Preliminary step: Become an Inventory Manager!

In order to add or edit any entries in the stockroom, you will need administrator privileges (or the
administrator's permission if you are an Inventory Manager). To do this, the administrator will need to
go to ‘configuration’ to select the desired privileges.

Configuration General - Stockroom CANCEL SAVE

GENERAL REPORTS

Below, you can select who will manage the stockroom
AUTHENTICATION j“ locations.
Automatic signing-out time

15 minutes

COSHH #

COS5HH assessment must be signed in every experiment
No
@ Inventory managers
; ) - BNy R ey —vs0rc o S . Each group has its own stockroom setup. The inventory managers
A supervisor must validate the LUSHN assessment crganize all stockroom locations within their group(s).
No

STOCKROOM 4

Stockroom manazer
Stockroom manage
Inventory managers | up has its own stockroom setup. The
inventory managers organize oll stockroom locotions within their
groups)

‘The Administrator’ option is the default configuration.

A unique stockroom setup is shared by all groups. The administrator manages all stockroom locations
and decides which groups have access to each location.

The administrator is allowed to add locations, as explained below.

In this mode, the administrator can only see the locations, but not the information about the assigned
bottles.
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This mode will typically be used in organizations where the stores department manages all locations.

°aoou T T N Wl e R o e e
A Locations
Inventory / Stockroom « Location name ¢ Location code Location type Status Owner Accesible to Visibility
Filter (stockroom) A 1stFloor - bacteria 1F-BAC Floor Externat New Group 2 :
Hide locations & 2nd Floor - consumables 2F-CONS Floor B New Group 2 « Testing Group

3rd floor o3 Floor External Group with Ali ] Hidden

Locations sptis O ~ feiminisraon Budng ) Building eus testing zroun2 <
Owned O Bt = Cold-room External Group with Ali -
Deleted 0 Bioloey building g Building External ‘eva group LMWH 3
External ] Biology building B-Biology Building T F S—

Inventory Managers can assign bottles to the existing locations created by the administrator but cannot
create new locations.

When the Inventory Manager option is selected, each group has its own stockroom setup. The
Inventory Managers organize all stockroom locations within their group(s).

The administrator cannot change locations in this mode and the menu bar will not display the
Inventory/Stockroom tool.

This stockroom mode will typically suit environments where chemists prefer to handle bottle locations
around the lab and building(s) themselves.

The Group Managers will be able to give 'Inventory Manager' permissions to any existing user:

Edit User

ROLES PERMISSIONS CONHG

M4 Projectmanager

& Msznages projects and ensures the quslity of their reactions and experiments

u Bench chemist
#» [efines reactions and runs each cne of their experiments
= Manages the supply of compounds (bottles)

Inventory manager
» Manages the compound inventory, namely the compound database, the supply
of compounds [botdes) and the supplier directory
& Organizes the stockroom

reacirons,

The stockroom menu
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The stockroom tool can be found under the 'Inventory' scroll down menu:

° BOOK Desk v Team v  Qiens  Invemory v Messages@ [

Inventory / Stockroom + Location name + Location code. L« Stockroom Status Owner Accesible to Visibiliy
Faie s rotbsnon) ~ Building W - B Suppliers Locked

Hide locations ~ Freezert = Freezer Not owned % * Primarchs

+ OCGroup

Locations to hide Fridgel s Fridge - - : giré";ﬁé
Locations status o v Meth Building - Building Locked - -
Bottle status O v m oW Tem & Building. Gt Primarchs

Bottle arrival date v Test building . Building Locked

Bottle expiration date v Test Building 3 G Building Locked - -

The first step is to 'Add a location":

x LOCATIONS

Inventory / Stockroom ncation cg

Filter (stockroom) Add location

Hide locations LOCATION STORAGE PERMISSIONS

Locations to hide

Types
Level 1: Building -
L ti tat
e aN O Level 1: Building
Bottle status O Level 2: Floor

Level 3: Stockroom
Bottle arrival date

Level 3: Cold-room
Bottle expiration date \Lewvel 3: Laboratory

Level 4: Cabinet

ILevel 4: Fridge

Level 4: Freezer

Level 4: Cupboard

From here, you can enter the type (Level 1 in this example), location name, description, storage
conditions (from level 3), and manage permissions (Group owner, visibility, and allowed groups) for the
new location:
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Add location

Add location CANCEL  SAVE

LOCATION STORAGE PERMISSIONS LOCATION STORAGE PERMISSIONS

no Pablo_Group -

CAPABILITIES

Accessible to A
u Acids

Primarchs u
u Bases

QC Group n
ﬁ Compressed gas

Ru_Group_Foorters u
B4 Corrosive
O explosive
[ Fammable
[ Radicactive

Once you have created the location in the first level, you can continue adding further levels by clicking
on the 'add location' button.

You can edit a location by clicking on it and selecting the 'Edit location' button:

+
LOCATIONS  EOTILES  HEALTH/SAFETY SUMMARY r'm

Edit location
Inveteoryroroawwom Terra = Location name 4 Location code
Location v m’ T  TerminusEst
Filter (stockroom) ~ r"'.'a’ 1|‘||] The Rock
Hide locations ~

You can delete any empty locations by clicking on the ‘Delete location’ button:

LOCATIONS BOTTLES

Inventory / Stockroom a Location name

Filter (stockroom) o -~ [l M Terra

Hide locations - _ Delete location ‘

To move a location (with all the contents) to a different place, just use the applicable button:
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LOCATIONS BOTTLES

a Location name

My Terra

l Mowe location content ‘

NOTE: If the bottle is not already in the inventory, you will need to add it.

You can also move bottles to a different location:

.J,- LOCATIONS BOTTLES

a DOrigin
- O @ ABR
Maove to another location
F ot ,

After having selected the new location and clicked on the 'Save' button, the location will be updated:

Move bottle

The current location of the bottle ABCR is highlighted
below. You can change it by clicking on another location in
the tree.

D No location

ﬂ?ﬂ Freezer1 (not owned)
[3 Fridgel (not owned)

[+ [z Tera

If you have several bottles of the same compound, you could move all of them together to the same
location just by clicking this button (from the inventory dialog):

+
COMPOUND STOCK HEAL TH/SAFETY EXPERIMENTS r.q
LLL

& Origin Origin type & Status % Re‘ Move all to another location Solvent Concentration (M)

r"‘.'a’ |f:[ & Sigma-Aldrich Supplier Available PMBulLi 200.000 mL (200.000 mL) Hexanes 1.600
WM O B Adgos Supplier Available - 200.000 mL (200.000 mL) Hexanes  2.000
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Use the filter to hide locations, display 'owned’, 'deleted’, 'locked, 'non editable’, etc..:

Filter (stockroom) ~
Hide locations -,

Locations to hide

Locations status
Owned

Mot owned
Deleted

Locked

Bottle status
Available

Decomposed

O o000 00000

Finished

Bottle arrival date W

Bottle expiration date b

When reaching a compound from Inventory/Compound DB, the stock tab displays the list of bottles
corresponding to that compound. When clicking on a specific bottle, the list of experiments where this
bottle has been used is displayed. Clicking on the experiment code, that specific experiment where the
bottle was used will be opened:

>
@ & COMPOUND  STOCK ~ HEALTH/SAFETY  EXPERIMENTS

Inventory / Compound DB/ 4 Experiment code 4 Status Relevant 4 Reaction 4 Project 4 User = Time 2 Yield Experiment scheme
Compound n-Butyllithium Solution

§ EMo1 o No Tinkithium Exchange Parallel Pablo Monje 2024-11-26 133405 ) o
; g
Compound v - ) @
|| W o
o+ K — Oy
Nomenclature £~
0 EMos open No Reactl Subproject? Pablo Monje 20250120 1214242 992 . o
Name : "
r-Busyllithium Solution @ + M — @( L
98 ue <l

Click on the 'Export bottles' button to export your stockroom:
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Export bottles

Filter (stockroom)

Hide locations

Locations to hide

Locations status

Bottle status

A LOCATIONS BOTTLES

Export bottles

it may take some time to generate your export. In the
meantime,you can continue working with Mbook as usual.
You will recefve a notdfication when your export is ready to
download.

The bottles export is based on the search applied among

all the specified filters in the page.

Bottle arrival date

Click on the Open locations hierarchy to easily navigate through your stockroom:

LOCATIONS BOTTLES

Open locations hierarchy

i Freezerl
. Fridge1
Math Building

b ] @] Terra

b Test building
b Test Building 3
™ Test Building 4

Test Building 5

Test Building2

W | Te=t RBnildine 3

acations hierarc

You can sefect any location on the tree below to view its
stock.

fa

Freezer (not owned)

Ej

Fridge1 {not owned)

Math Building {locked)

Eb

Terra

B &

Test building (locked)

Test Building 3 (locked)

g &

Test Building 4 (locked)

E}

Test Building 5 (locked)

Ej

Test Building? (locked)
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8 Experiment Witnessing, Approval and Structure
Managers

Experiment Witness

Mbook includes the ability to sign experiments as a witness. The Group Manager has the ability to
create and edit users with witness power just by checking the appropriate box:

Edit User

USER ROLES PERMISSIONS CONAG

m Experiment witness

® Zupervizes experiments of sequential synthesis

The group manager can allow any given user to be a witness to other user's experiments if those
experiments are accessible by that particular user.

Once the chemist has finished the experiment, he/she will need to select '‘Pending signature’, from the
‘Edit Experiment’ dialog.

Edit experiment CAMNCEL  SAVE

EXPERIMENT

RE_12

Pending signature -

Ruben Lobato

MPSANRIR H 1R

After clicking the 'Save button' and selecting the 'End Date', the user will be allowed to select the
desired witness (if there is more than one).

The status experiment will change to 'Pending Signature:
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Desk / Management / Parallel /
Quinine synthesis / Experiment RB_12

Experiment ~

RB_12

Status

Pending signature

Mo

The witness will receive a notification in his/her inbox (displaying an envelope in the toolbar).

D %+ Message %+ Sender
A Experiment to be signed: RB 12 Ru Bench
& P igned: RB 12
O 2] Message details
O @ nlyGre
Sender Send date
] B Ru Bench 2025-02-18 13:28:36 \ Morz
O 2] Pablo Monje 1 More
O © RB 12 Mora
A i Subject :! More
g @ Experiment to be signed: RB_12
O & | Message !l Meore
Experiment to be signed: RB_12
O 2] E 1 More

Once in the message, the witness will be allowed to display the experiment by clicking on the 'Entity" link
(highlighted in red in the screenshot above).

After setting the status of an experiment as Pending Signature (or Pending Approval), the icon for
Experiment Supervision ﬂ will be displayed (both for the experiment owner and witness).

The witness can type any required commentary before signing the experiment (the comment is
mandatory if the experiment has not been signed):
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d (] ="

Approve experiment
Desk / Management / proje
Experiment ali_bc_1
Experiment
Coshh

Bottles

General documents (4)

Experiment supervision CANCEL  SAVE
Signed v
Comment
comment
Y

[

After clicking the Save button, the supervision icon ﬂ will disappear and the status of the experiment

will turn to 'signed'. Once the experiment has been signed, it can no longer be edited by the owner

(unless the owner of the experiment is the project manager).

Experiment Approval

In certain companies/groups, experiments, once finished, must be approved by authorized users.

The group managers and project managers can be assigned privileges to approve experiments and to
give approval privileges to other users.

The Project Manager has the ability to create projects with 'experiment approvals' just by checking the
appropriate box in the 'Edit Project’ window:
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Edit project CANCEL  SAVE

PROJECT PARENT USERS

Start®

2024-04-04 i

E Experiment approval

be the experi

included present project

nt approval of every subproject

When the status of an experiment is switched to '‘Pending approval', a message is sent to the group
manager(s) of the project to inform them that there is an experiment that needs to be approved:

Edit experiment CANCEL SAVE

EXPERIMENT REACTION

Code

PMO_4
MName

Status

Cpen v

Open

Closed

Pending approval

Discarded

NOTE: If both witness and approval process are active, once an experiment is signed, the approval process
will be launched automatically (the experiment owner does not need to trigger this action manually).
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The supervisor is allowed to type any comment before approving the experiment (the comment is
mandatory if the experiment has not been approved):

+
I‘ IE:I ;In El E Experiment supervision CANCEL SAVE

Desl| Approve experiment J.
/ Experiment PMO_% v

Approved -
Experiment
Lo Keep up the good work]

&~

Bottles (1)
= L. ) et |

After approval, the experiment state will change to 'Approved’, and the experiment owner will receive a
notification of such. After the experiment is approved, it cannot be edited by the owner.

If the experiment is not approved, its state changes automatically to 'Open’.

For a given experiment, you can have several associated privileged users. The experiment will be
approved for the first user to check the experiment.

Structure Managers

By default, Group and Project Managers will have 'Structure manager' permissions.

Edit User

ROLES PERMISSIONS DOCUMENTS CONAG

Structure manager
»  Modifies the database compounds
= Approves modifications in the compound database

ents of sequential synthesis

Any user can modify a compound that they have created (compounds created by other users, however,
cannot be changed) that are only used in their experiments. A message informing about that change
will be displayed to them:
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Performing compound checks CANCEL SAVE ANYWAY

Compound has assocated experiments.
Compound modification will be applied o all the
experiments

However, if the compound is present in experiments belonging to different users, the user will need
approval from the structure manager to modify it. When a user attempts to edit a compound, an
approval request will be sent to all the structure managers by message. Only one approval is needed

to allow the requested changes to be made:

Performing compound checks CANCEL SAVE ANYWAY

Compound has associated experiments.
Compound modification requires a request for approval

During this step, the edition of the structure is blocked. The structure manager will see both molecules

(the original and the modified):

Message details

Sender

Paula Mora Ayuso

F5 20 nostructure

Su

Req’ues: to modify compound : FS_20_nostructure

Message

Properties to be modified:

Property | Current value | Proposed value

Density | 1.76 1.45

laia PM, Alicia Lopez, Pablo PM, Olaia GM, Gustavo Prado, Corvus Corax, Morty Mortarion, Inventory Tester, Ali Inventory,

Clicking on the 'entity" link will allow the manager to validate the changes:
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Inventory { APPTOvVE compound

Compound F5_Z0nostructure

Compound b

Nomenclature ~

If the modifications are approved, the changes will be applied immediately and a message will be sent
to the users associated with the experiments and to the applicable project managers (informing them

about the approval).

Closed experiments will be opened automatically but no modifications will be applied in the
stoichiometric table.
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9 COSHH

You can include COSHH assessments for groups, projects, users, and compounds.

For a project or a group, you need to click the '‘Configuration' button which will allow you to select the
option to always require a signature for every experiment and also for a supervisor validation. You can
also add user exemptions from the same panel:

> +
® 7B 6 = s
e Configure project loject PM1

« Project name

Configuration of project 'PM1'

COSHH REPORTS EXPERIMENT

SIGNATURE AND SUPERVISION ,&‘

COSHH assessment must be signed in every experiment

No

A supervisor must validate the COSHH assessment

No

Configuration of group 'Pablo_Group’

COSHH REPORTS EXPERIMENT

Group
> 1
'} P SIGNATURE AND SUPERVISION &
COSHH ass: st be signed in every experimen
Search (uszers) Yas L

Filter (users)

| Bobic &

Note: parent COSHH project configurations take precedence over child project configurations.

For users and compounds configurations, the setup is somewhat similar:
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A

Inventory / Compound DB

Compound (-)}-{1R}-Menthyl (5)-p-

Comy

COSHH
Nom

COSHH assessmen
R No
Nam:
CHE
Acro

!

COMPOUND STOCK

Structure

HEALTH/SAFETY

BXPERIMENTS

COSHH - signature and supervision CANCEL SAVE

COSHH assessment must be signed in every experiment

m A supervisor must validate the COSHH assessment

Reagent name

ILUPAC

H.C

If the option to sign the COSHH assessment in every experiment is checked, a notification in red will
appear after having added a compound to the experiment indicating that the assessment will need to

be signed:

70 AME

E+

o' E ®eNH

Desk { Management / Parallel /

Experiment

Coshh (Pending assessment)

COSHH assessment is pending. Please p
assess COSHH

Mo documents found

Bottles

General documents

Process documents

History

TinLithium Exchange / Experiment PMO_7

v
8 -~

COSHH Assessment

CANCEL GENERATE PDF  SAVE

Experiment scheme

Experiment table

MF (Label) MW
CizHz6055 (R1) 20445

21 Departmental COSHH Assessment

P
e
s »
H’—.*O
e
C17H26055
P
W/Vol Moles Nature Hazards Exposure Route
Solid
i~
H300, H304, H310, H317, H33
~

Fill the form with the relevant information, check the 'Read and Understood' box and click on the Save

button.

If supervision is necessary, a message and an email will be sent to the supervisor requesting that the
COSHH should be checked.
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Sign COSHH Assessment CANCEL SIGN

of the form have been updated, you can proceed with the

During this process, the experiment will remain blocked (the user, however, will be able to continue

adding reactants, solvents, and products, but will not be able to edit the products in the stoichiometric
table or to write the experimental section).

Once the supervisor has approved the COSSH assessment, the user will be able to continue with the

experiment. The COSHH assessment can be downloaded in PDF format by clicking on the appropriate

hyperlink:

Desk

Test 1a / PM test /| COSHH

coshh

PM_3

Status
User
Start
End

General @ BECESE

Health/Safety 2

COSHH: approved

PM_35_COSHH_2020_05 1.1_56 /

200513 10651

T
Subsrances used W s Vel Raales Mature Hazngs Fomare
[0
|
Fisa Assemments
T —
somi ] e ] wormpinass ] - rpeend ] e [
e i
Su—
Themical incarmpatitaitics (speciys
e —
w, ] [ - [
Sabrycrmers [ Poameras ] Wetsnomime [
s
o

Pagm 104 2 prried by Pt Wy A5 0
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10 Further information

More information: https://mestrelab.com/learn-support?product_id=27197
FAQs: https://mestrelab.com/guide/mbook-fags.html
Download this manual in pdf: https://mestrelab.com/pdf/manuals/Mbook-User-Manual.pdf
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Thank you!

Thank you for reading this manual, and for purchasing this release version of Mbook.
We will be very keen to read your feedback on the application, to hear about any
bugs you may find and to also listen to any additional ideas or suggestions you may
have.

Please remember that you can send all those, and any queries about the software,
or requests for help, to:

support@mestrelab.com

Keep checking our web site (www.mestrelab.com) for additional information on our
range of software packages, and for news on our company.




