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Introduction

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
B O O [( experiments and reactions, including analytical, spectroscopic and other types of
data.

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

e 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.)

e 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

1.1 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.

o 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 of the Group Manager, containing the list of Projects and a view of the
experiments of interest. In the picture below, you can see the desk view with the list of projects
(in blue), reactions (green) and experiments (black) with the applicable reaction scheme:

© 2022 Mestrelab Research S.L. 7
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¢ Inventory: 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:

Search Inventory ~ Message B Usert Test4 ~ *

4 Reaction name Code Project Status

No results found

+
You can create a new Reaction just clicking above on icon ‘A

10 © 2022 Mestrelab Research S.L.
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3 Users and Groups Configuration

Before you start creating users and groups, we strongly recommend you read the descriptions of
the four types of users 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 provides several levels of access through user roles, limiting access depending on the
privileges of the individual user (Administrator, Group Manager, Project Manager, Bench Chemist,

or Guest).

el

=

Administrator

Group Manager

Project Manager

Bench Chemist

The permissions according to role are as follows:

12 © 2022 Mestrelab Research S.L.
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o BOOK LT elect nh Administrator Guest

Manager Manager Chemist
Managa ser v v
Manage groups v X X v X
U v
Assign witness power v X X X X
Manage projects \/ \/
Approve changes in structures \/ \/ >< X X
Assign users to projects v/ v/
Approves experiments \/ \/ >< X ><
= v v v
Witness experiments \/ \/ \/ >< ><
peclpioicclicactions v If part of the project  If part of the project Ifinvited

& experiments

e 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 has all the same
permissions granted to Group Managers, except 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.

Team

A G f‘ Vi =
Team A o UGl &
® 40kUsers ~ | « Name
® 17078D Ahzek Ahrima
® 25344 am test
# AdminGrann

From the admin account you can also check the user activity or to activate/disable users.

Admins can also change permissions to Group Managers to allow them or not to create groups:

© 2022 Mestrelab Research S.L. 13
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Edit User

User Groups Permissions

The user can create additional groups

Group creation
The user can create additional groups

m Cance‘

From the configuration tab, the admin can control the automatic logout time (Minimun value: 15

minutes; maximum: 12 hours)

Configuration I

Go to Configuration

COSHH Stockroom Reports User assignment

+
A

4 Group name Automatic logout time 30 i

The Lord of the Rings
Cancel

Below, you can select general configuration options of Mbook I

From here, the admin can also select some settings for the COSHH, Stockroom, reports and user
assignments (for group managers and projects):

Configuration
General COSHH Stockroom Reports User assignment

Below, you can select how group managers will be assigned to projects.

(O Manual assignment
Group managers will be assigned to projects only if selected during the project
creation (or edition) process.

® Automatic assignment
Group managers will automatically be assigned to projects belonging to their
groups in two circumstances: (1) when a project is created or edited; (2) when

group managers themselves are created or edited.
Ex o

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.

14 © 2022 Mestrelab Research S.L.
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¢ 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), as well as Projects, reactions
and 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 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

NOTE: responsible of the 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:

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 projects, reactions

and experiments, but not users or groups; they can, however, assign an existing user to their
projects. Project Managers can also witn n rove 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. By default, Bench Chemists will only see their own experiments in the
Desk Panel navigation tree, but this can be modified if required.

¢ Guest:

© 2022 Mestrelab Research S.L. 15
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3.2

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 Safety, Inventory or Structure managers.

Inventory permissions

¥ Inventory manager
The user can add new compound botiles. He can also manage locations in the
Stockroom if Admin user allows it.

¥ Structure manager
The user can approve modifications in compound structures

¢ Safety manager
The user can manage safety information related to compounds and bottles.

For further information about creating users and groups in Mbook, please follow this link.
Create Users and Groups

ADMIN -How to create a user?

As mentioned, an Administrator will only be able to see the 'Team’ tab to create and organize
users and groups as an initial stage.

Configuration

The Admin must create the first user by clicking on the ‘Add User’ button.

0 BOOK Tea Configuration

Team

From here, the Administrator needs to enter a username (with a valid email address), password,
role, etc... The Administrator can select a group (if there are any existing ones) to which the new
user can be assigned:

16
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Add User

Username! DMendeleev Groups

Demo . Chem
GTrial

Test People

Trial_001

Trial_002

Password*

Retype password* ...
Status Active M 4
Role* Group Manager x

First Name* Dimitri

Last Name* Mendeleiev

Phone

Experiment prefix* Y

Save Cancel

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

GROUP MANAGER - How to create 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 more active tabs
than an Administrator.

Search Inventory ~ Message

+ +

EV_Group 4 Name
= GP_Group Esther Bench
Rubén Lobato Pablo Benchy

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

Search Inventory = Message

= EV_Group 4 Name
Rupbén Lobato Rubén Lobato

When the group manager is creating a new user, it is possible to assign him/her to any existing
group and project by using the 'Groups and Projects tab'":

© 2022 Mestrelab Research S.L. 17
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Add User
User Groups and Projects Permissions
Groups Projects
AG Open Projects
= B Analiticos_Pablo
New nn ]
NP_m
New Test2 () FL2
Peibol 0 & NMR
[ Pablo M
Testing 0
[ PM
Group4 W) = W PM141119
Test_13478 O JEE
e B PM test
TestStructure () COSHH
Tut Group O Project Test Eva
Tutorial Group2 0O Closed Projects
Mo projects found

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 (which an Administrator
cannot do).

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

Search Inver

}&IY@!E{}.’.%

® AG Activate Users Fm

#_Ground | =Y

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 the inactivation.

18 © 2022 Mestrelab Research S.L.
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Activate Users

Below you can select users to set their status to acfive, or deselect them to set their status to inactive

[ Include reactivated users in the groups and projects they belonged to before their inactivation

Name Active ~ Filter
Bench Lab O
Group selection
Benchy User
Benchy?2 User AG =
Group4
Blabla Acurrar Helsinn
New Test2 3
blabla old Peibol
Select <
Charo Bench Test 13478
Enrique User Testing
TestStructure
Esther Bench Tuat (2rann
Esther Mestrelab
Eva Bench

ADMIN - How to create a Group?

The Administrator can create a group just by clicking on the appropriate button:

Clients Inventory ~ Configur

’ + ‘ +
A i T G

am val5

® 40kUsers
® 17078D

SS9

Clear

Apply

The Group can then be defined by filling in the form so invoked and can then add any existing

managers and users as desired.

© 2022 Mestrelab Research S.L.
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Add Group

Group name* ORGANIC CHEMISTRY il

Short name

Description

Antoine Lavoisier

Robert Boyle

S Cannizzaro
Elias Corey
Antoine Lavoisier
D Mendeleev
Louis Pasteur

Managers
Robert Boyle -
>
<
Users
Peter Atkins
Marie Curie
>
<

Once some groups have been created, you will find them listed on the left-hand side. You can

click on any of them to list the users associated with a particular group.

= GP_Group

Ruben Lobato
Esther Mest. .elab
Gustavo Tester
Esther Bench
Pablo Benchy

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

Team

5 AG
Rubén Lobato
Esther Mest..elab
Pablo Monje
Eva Murioz

Gustavo Tester
Pahln Ranchu

w Y Gl i

4 Name
Benchy User
Benchy2 User
Esther Mestrelab
Eva Mufioz
GuestUser Gues

Gustavo Tester

20
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When you are creating a new user, you can assign him/her to any existing group by using the
‘Groups tab'":

Add User

User Groups Permissions

17078D O
25344 O

40kUsers O

Use the permissions tab to allow the user to create groups.

Add User

User Groups Permissions

The user can create additional groups

(] Group creation
The user can create additional groups

Users can be linked to or disabled from groups and projects. 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 'User Activity' button to check some relevant information about the users:

Desk  Tean User activity
4 Name From Till Active days Last login - Filter
+ —_— e Blabla Acurrar 2015-02-24 - 2705
4] > Activity period
2R Y ﬂ Cw. -] Jan Barton 2019-0510  2019-11-14 189 2019-05-28
X U ity
® AG serseV ||l Charo Bench 20181120 1340 (07
® Groupd Eq
e k Esther Bench 2014-06-06 - 2968 2020-06-08
® Helsinn E Till
® New Test2 Eva Bench 745 2022-06-23 !
¢ Peibol E 2019.0903 20200406 217
© Tost 13478 G 20210208 - 528
& Testing = Gus Bench 1875 2020-04-28 Clear Apply
= TestStructure P4 2017-02-23 2020-01-16 1058
Rubeén Lobato Pq 2020-04-08 2020-04-06 1

GROUP MANAGER - How to create a Group?

If the admin allows, the Group Manager can also create a group (as we described above for the
Administrator role):

© 2022 Mestrelab Research S.L. 21
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[ 8l BOOK Desk Tea Search
Team
+ - e
a Y BR T i
® AG
® Groupd

Double clicking on the group name will allow you to edit the group and configure some settings
for the COSSH assessment, reports and stoichiometric table:

0 BOOIK Desk Team

Analytical Group - Test

Search

§ Configuration

COSHH Assessment Reports

Stoichiometric table

Group name

Managers

Analy Configuration

. Signature and supervision

COSHH assessment must be signed in every experiment

0

3.3

Rubén L-obato‘ E.User E‘@

[U-EIEl Projects  Documents

= AG
Rubén Lobato E@
Esther Mest..elab E@
Pablo Monje
Eva Mufioz
Gustavo Tester tg
New User
Pablo Benchy
Pepe Lobato E@
RubenUser L_bato
Benchy User
Benchy2 User

=)

GuestUser G..User

A supervisor must validate the COSHH assessment

User exemption: Please, move the users you want to exempt
from COSHH assessment to the box on the right (as long as
there is no compound or user configuration)

Users Excluded

Benchy User -
Benchy2 User

Esther Mestrelab
GuestUser GuestUser
Gustavo Tester

New User

Pablo Benchy

Pablo Monje -

m Gancel

Managing groups

Double clicking on the group name will display the group’s reactions and will allow you to send

messages to all users or edit the current group. From here, you can also check the group

documents:

Analytical Group - Test

37|

Group name Analytical Grou. Test

Rubén Lobato, E ster t"@

Users Documents E—'@

E NewP
= NR
PM_38
PM_39
NP_10

Managers

Code Status User
PM_39 QOpen
PM_38 Open

22
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Going back to the ‘'Team’ panel and clicking on the ‘filter' button will allow you to filter the
information by group and user, as shown in the panel:

¥l

® AG Filter tree e

# Group4 Benchy Lsar

# New Test2 .

@ Test_13478 Filter Tree

® Testing

® TestStructure Users
AG e
Group4 e
New Test2 v
Test_13478 .,
Testing "
TestStructure ¥

Selecting the users tab, will allow you to filter users by role, permissions, and status:

© 2022 Mestrelab Research S.L. 23
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Filter Tree

Groups Users
Role

Group Manager
Project Manager
Bench Chemist
Guest

Permissions
Experiment witness
Inventory manager
Structure manager
Safety manager
Request author
Reguester supervisor
Users without any permissions
Status

Active

Former users from a group

Inactive

Apply Clear Cancel

(<]

(<]

(<]

(<]

(<]

(<]

(<)

(<]

(<]

(<]

(<]

(<]

(<]

o BOOK Desk People Search Invent
Pablo Monje

Name P Code Statu
Username  pablo@mestrec com ["@ PMF_92 Open
Role Group Manager

Status Active

Documents @o ["@ PMF_10091 Open

No associated documents

Left clicking on any existing user will display all the applicable reactions and experiments. Clicking
on the 'Edit User" icon will allow you to edit a given user's details (password, status, role, etc.):

Clicking on the user activity button will display information about each user's active days:

24
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Desk Search In

User activity
v Name From Till Active days . Filter
NewUser User 2020-04-01 2020-05.26 56
Activity period
- AG 6§ Al Enrique User 2020-04-01 2020-05-26 56
Rubén Lobato Ben Benchy2 User 2020-04-01 2020-05-26 56 From
Esther Mest elab Bend  Benchy User 2020-04-01 20200526 56 2020:04.01
Pabio Monje B Gustavo Tester 20200401 202005.26 56 il
fi Eva
v iunce Eva Mufioz 2020-04-01 2020-05-26 56 2020-05-26
Gustavo Tester Gue:
Gus]  Pablo Monje 2020-04-01 2020-05-26 56
Pablo Benchy Clear Apply
Pipe Lobalo Pablf Gus Manager? 2020-04-01 2020-05-26 56
RiEASS L R Pablq  Ruben LobatoBench 2020-04-01 2020-05-26 56
P
Benchy User :’; Rubén Lobato 2020-04-01 2020-05.26 56
ul
Benchy2 User rupd RubenUser Lobato 2020-04-01 2020-05-26 56
GuestUser G..User Pepe Lobato 2020-04-08 2020-05.26 49
GusPM GusPM 2020-04-01 20200526 56
Test_13478 GuestUser GuestUser 2020-04-01 2020-05-26 56
Testing Eva group manager 3 2020-04-01 2020-05-26 56
TestStructure
Maribel Garcia 2020-04-01 2020-05-26 56
Santi Dominguez 2020-04-01 2020-05-26 56
Dahla Ranchu 2N90 NA N4 2N90 N IR Ee ked
M W 1240f24 H » P Page: 1 of1 Results: 25 v
Cancel
I ———————————....—

© 2022 Mestrelab Research S.L. 25
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4 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'":

Add Project

F-‘mjo':cﬂ Users
Desk

Project name”

Short name

Description

Open Projects Add Project
® Enzyme Cat
= Main
& Etz
PT1
® Super
N-alk End

Code”

Start”

@ ;
® P01 Parent Project [ soiocs v
pmf

® Puser2

# sa Compound access restriction
within the project

Experiment approval

¥

Viagra

A user only has access to view and search the projects in which he/she is involved; these projects
will be displayed in the Projects tree.

To add a new Project, the group manager will need to type a '‘Project Name' and 'Project Code’,
‘Start Date’ and the Groups involved in the new Project.

Once you have created the desired projects, these will become listed in the left panel.

Double clicking on the Project Name will allow you to configure, edit, export, or report it:

© 2022 Mestrelab Research S.L. 27
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4 Reaction nami
NR

NewP
S (P = o + +
&7 LEY i
Project name New Project
Status
Time 2020-05-14 7 2029-01-02
Users Documents 1
= NewP
= NR
PM_38
PM_39

For reasons of integrity, it is not possible to delete projects. However, double clicking on the project

name will allow you to ‘Edit the project’ and change the status (from open to closed).

You will also find certain tabs that allow to check the reactions (and experiments), users, and

attached documents.

Subprojects can be created just by selecting the applicable ‘Parent Project’ in the ‘Add Project’

dialog box:

Project name MyProject

Short name
Description

Codle PMF4

Rl 2017.04.19

End

Parent Project Demo

Groups
Users
Managers
Santi Dominguez Pabio Monje
Mewlisar Test 5
<

Bench Chemists
Manuel Pa Userd Bench

User Test4

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.

28
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When the group manager is creating a new user, it is possible to assign him/her to any existing
group and project by using the ‘Groups and Projects tab':

Add User
User Groups and Projects Permissions
Groups Projects
AG Open Projects
= B Analiticos_Pablo
New nn ]
NP_m
New Test2 O FL2
Peibol 0 NMR
[ Pablo M
Testing 0
[ PM
Group4 0 = W PM141119
Test_13478 O JEE
e B PM test
TestStructure () COSHH
Tut Group 0 Project Test Eva
Tutorial Group2 0O Closed Projects
Mo projects found

For further information about creating Projects in Mbook, please follow this link.

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).

Analiticos_Pablo Export Project

l When you export a project, you are also exporting all its I
underlying entities (subprojects, reactions and experiments).

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

Status

Export Project LPaDIO

k the export.
Time 2020-06-03 / -
Attached documents
Users Documents
B Analiticos ..ablo Documents from all entities (the project itseif and all its
@ NP m subprojects, reactions and experiments)

= Analiticos1

v cance

PIM_42 — — o s -

© 2022 Mestrelab Research S.L. 29
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After clicking the “Export Project” button, a new pop-up dialog will be displayed that will allow you
to include documents from the project’s various entities (e.g., subprojects, reactions, and
experiments). Once you have clicked on the 'Export button', you will be shown the dialog box
below:

Warning

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

Once the export is complete, you will get a notification displayed on your screen that allows you to

download it as a zip archive.

1
Message Rl Anatytical R

W

1 notification

The project 'Analiticos_Pablo’ is ready to download

The project 'Analiticos_Pablo' has been successiully exported. You can
download it by clicking on the link below.

Download (&) i

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.

30
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You can import single experiments by following the instructions described in this chapter.

4.2 Report Projects

Group and Project Managers can generate PDF reports for an entire project (including subprojects,
reactions, and experiments) just by clicking on the 'Project Report' button:

o BOOK Desk Team  Search  Inve

Analiticos_Pablo

Project name
Status :
Time 2020-06-03 ) —-

=Tl sers Documents

Clicking on the filter button will allow you to filter by "Users” and “"Experiments”. The selection
chosen will be used to generate the project report (in an otherwise identical manner to the
reaction project and its filter).

A| Project report

After clicking the “Project report” button, 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.

Project report

The report of a project includes all its underlying entities (subprojects.
reactions and experiments).
Important: The settings of the project filter will also be applied to the report.

Please, select which documeants you want to include in your experiments
reports.

Documents from the Characterization section of every experiment

{includes published documents from analytical requests)
Documents from the Monitoring section of every experiment

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

Report details

« Number of subprojects: 1
« MNumber of reactions: 2
« MNumber of experiments: 9

Confirm report generation Cancel

Clicking on “Confirm report generation”, will display a warning message informing you that this

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

Warning

It may take some time to generate your report. Please, do not

sign out until this operation has finished. In the meantime, you

can continue working with Mbook as usual. You will receive a
notification when your report is ready to download.

Once the project report has been created, a notification will be displayed on the window and you

will be allowed to download or delete the report. The notification panel will then be cleared:.

1
ntory -~  Message @ Anaiytical fR

Motifications

1 notification X

The project 'Analiticos_Pablo’ is ready to download

A report of the project '‘Analiticos_Pablo’ has been successfully generated.
You can download it by clicking on the link below.

Downlgad @) ]|

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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Creating Reactions and Experiments

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

Open Projects
= Import
Etz
Importer CDXML

Importer COXML

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

Once you have created the reaction, you will be able to add experiments just by highlighting the
reaction and clicking on the appropriate button:

Open Projects No results found
Mbaok is organized in Projects/Reactions/Experiments

= Import
Etz Now that you have your first Reaction, you can add your first Experiment by clicking on

+
A=B

Importer CDXML

In the example below, we have created an experiment called ‘pmbu16’ in the ‘Etz’ reaction of the
‘Import’ project:

Open Projects

= Import
= Etz
pmbulé
RL 3&

+ Importer CDXML
& Project Test

For further information about creating reactions and experiments in Mbook, please follow this link.

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

o BOOK

Inventory ~  Message B4 Analytical

NewP NR  PM_39

2 Bt 3

2020-05-1413:13

Equv  Limiting

conc [YIIES

[ *

]

Density (g/mL) Yield (%)  Ratio

e

Frocess
Health/Safety g°
COSHH: not defined yet B
1 ]
Bibliography B°
Additional Bs°

+ >
You will find a toolbar to Add , Edit , Show/Hide @ or Delete Participants (reactants,

=
solvents, and/or products) from the experiment, create , Or assign sources, and to select

the experimental conditions (temperature, time, pressure, pH, etc.).

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

Role Select v = O D @A) ® 2 B He: &
=R % O 6 & 2 H @
Show in graph v g
LY,
Limiting Reagent &
Name Z P
o
(Name, Acronym, Molecular | 4
Formula,...)
Code -
(CAS No., MDL No., Code,...)
Stock
(Batch number, Catalog ref.,...)
P70 0CO0Q

® Structure Search

Substructure Search p

Cancel

Save Clear

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 and to select the 'Limiting Reagent'.

You can type the name of the desired compound (acronym, molecular formula, 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). Clicking on the Save button will add the participant to the experiment.
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Add Participant

Role  reacTNT DB EDC XBE &G o

Show in graph @

e

Arrow section a

Limiting Reagent (5]

Name

(Name, Acronym, Molecular
Formula,...)
Code i

H,C\/\/\/CH3
(CAS No., MDL No., Code....)

A a
Stock

1+ TN ©Q
o

(Batch number, Gatalog ref.,.) !
Showas:
® Defautt
© CyHia
© Etz16aR1

PO GO0 o3

@® Structure Search @ Substructure Search p

EEM | Clear Cancel

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):

Import

Open file
Ningin archivo seleccionado

Paste source

) <auto recognize>
MDL RXNfile
MDL RGfile

) MDL RDfile

SMILES

ChemAxon SMILES

SMARTS

ChempAxon Extended SMARTS
InChl

HTML or XML

Name

CML

MDL Maolffile V3000

MDL RXNfile V3000

MDL RGfile V3000

MDL SDfile

ChemAxon Compressed Molfile
ChemAxon Compressed SDfile
CDXML File format

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+0O) option.
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D Chembraw Professional - [Untitled Document-1 *] T TS

@i File W\ifi:eyyvppjecrt Structure Text Curves Colors Search Window Help

i &  UndoDrawing Ctri+Z t‘. foe =@ @ =[]

Objeto

Redo not available Shift+Ctrl+Z
Cut Ctri+X
Copy Ctrl+C
Paste Ctri+V
Clear Del
Select All Ctrl+A
Invert Selection Shift+Ctrl+1
Repeat MOL Text Ctri+Y
Copy As » ‘
Paste Special 4 ‘
Get 3D Model

Insert File...

Insert Object...

SMILES Alt+Ctrl+C
SLN

InChl

InChI Key

CDXML Text Ctrl+D
MOL Text Alt+Shift+Ctrl+0
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 you click on a single bond, you will get a double bond (clicking on a double bond will

convert to a triple bond).

DEE 9
¥,
&
4,
LS 7Y

r ,‘x}‘ -

L

) Drawing (Ctrl+00) ]_

You can change the atom just by hovering the mouse over the atom and typing the applicable

letter(s). You can also draw coordinate bonds for organometallic compounds. For further

information in this regard, please follow this link.

© 2022 Mestrelab Research S.L.
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(o]

DEEYCXBE8ETHd DEE2CXPOaEEHS
&, ¥,
& " &
P c
Cr 2

o LTy
! o,
‘‘‘‘‘‘‘‘‘‘

i

Mbook incorporates Marvin JS Sketcher. For further information about this program, please follow
this link.

Once you have drawn the molecule, you can click on the ‘Save’ button to add the structure to the
experiment graphic. You can also click on the ‘Search’ button to look for the molecular structure
(or substructure) in the database.

DEEYCXAOEQEHnS

v = Bt
o H
s, ¢
N N
+ [o]
- S
E

P

Cl
Br

I

420000
I ® Structure Search © Substructure Search pl
Compound search by structure
ear ancel

The next step is to add another reactant (benzoyl peroxide), just by typing its name in the edit box:
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Role REACTANT "D ) X 06 8 [°-0H G
Show in graph @ i N
#

Arrow section

"A
Limiting Reagent
b
+

Name o
Benzoyl Peroxide
Name, Acronym, Molecular | —

Formula,..)
Code

(CAS No., MDL No,, Code,..)
Stock

(Batch number, Catalog ref...)
Show as:
® Default

(PhCO)20;
CiaghhoOs
Benzoyl Peroxide

[PTO0OQ0

® Structure Search © Substructure Search p

B clear | Cancel

o 6 2z o z E

e}

Br

The solvent (CCI4) will be added in the same way.

Clicking on the ‘Experiment Conditions' button , will allow you to add the experimental

conditions (after clicking the ‘Save’ button):

l Experiment conditions

Experiment Conditions

Temperature to oC ¥
pH to

Pressure to mmHg v
Time to h v

Compound m i Description

o) s]ulmn]x]m)

Fonts ¥|| Cc

Save Cancel

For further information about adding reaction participants and experimental conditions, please

follow this link.

The next step is to add the product. If the structure of the compound is similar to any of the

reagents, you can just click and drag the structure of the reactant to the 'Product’ place:

R2 Benzoyl Per..xide
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The sketcher will then be launched with the structure of your reagent (but as "Role=Product"), so
you will only need to add the necessary changes (a bromine in this case) and click on the save

button:

Role PRODUCT
Show in graph

Name

DEESCXxOB & =G
&
’4

4

(Name, Acronym, Molecular |

Code

Formula,...)

(CAS No., MDL No., Code,...)

Stock

(Batch number, Cats
Showas:
® Default
CrHha
PMF_94P1

alog ref.,...)

HSC\/Y\/CHi

3P0 0O00

® Structure Search

B

Substructure Search /O

Save [GEEY

]

Br

Cancel

m w © z o I §

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

button":

“ariables Structure

Compound name*

Internal code

Description

CAS No.

Acronym

IUPAC

Linear Formula

Reagent Name

Aminoacid Code

Keywords

Test125/2017

3-methyl 5-(2-methylprc

IC2358B

Felodipine

3-methyl 5-(2-methylprc

Warning

You can add now the data for the new compound‘

Cancel

Clicking on the 'Properties' tab, will allow you to define different types of compounds (Resin,
Enzyme, Solution and Supported reagent).
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Add Compound

Compound  Progerties | Structure

Density gimL

Boiling Point

3

Melting Point = i

Flash Point P

Solubility

Resin
Enzyme
Supported reagent

Solution

[Warning

- 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:

H.C . _CH | 0 NBS (R3) -\/W‘
S e o
@J\ V Br

CrHi4 (R1) 2 )
CCly (S1) CrH13Br (P1)

C14H1004 (R2) 90 °C (2h)
Reflux

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.

After inputting all the necessary information and formatting all the experimental procedures, click
on the Save button:
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L 0 7‘/© NBS (R3) G C\/Y%/“*
CrHi1a (R1 % o - g
e £Cl(31) C7HisBr (P1)
C14H1004 (R2) 90 °C (2h)
Reflux

Equiv Conc (mol/L} Density (g/mL} Pur (%) Yield (%) 0
C7Hys (R1T) 98.186  0.917 9.339 1.000 1.301 0.705 100.0 m
Ci4H1004 (R2) 242227 0.226 0.934 0.100 100.0 @]
NBS (R3) 177.984 1.995 11.207 1.200 100.0 E]
CCly (81) 153.822 0311 30.000 1.594 100.0 @
C;Hq:Br (P1) 177.082 1.400 7.908 100.0 847 m
B z|u|m| x|x]= = #| 6| —| 0] [ s [
Fonts v v
V Standard conditions for using NBS in allylic bromination involves refluxing a solution of WEE (W: 1.207 mmol} in
anhydrous (Vol: 30.000 mL) with a radical initiator—benzc le (W: 0.226 g, Moles: 0.934 mmol). The allylic and benzylic radical

intermediates formed during this reaction are more stable than other carbon radicals and the major products are allylic and benzylic bromides.

Thus 1s also called the Wohl-Zicgler reaction.

The compound names in the stoichiometric table include links to the inventory entries:

Town  Sewch Imeniory v Messoqo®8  Anshesl Fabia Monio +
p-Bromoaniscle
Siock  HestvSalely  Exporment  Anslyical equests
Bre | cranym Molecular Weight 167.0%6
He K Exact M 185 963
+ 3 CrHBrO _-CH, m:w =
o raphy d O
Boiling Point
e S i Br Meatting Point
Venficabon Flash Point
R1 C7H/BrO R2 ::;
pKI
pha
Compound MW Ay,
C/H,/BrO (R1) 187036
= Ll laty
n-BuLi [R# 2-Bromoanisole [64.054 it

C3HsCISn (R3) 199.267
THF (81) 72.106
C1oH1508N (P1) 270943 1300 0005 1000 29

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

Compound o

Configure columns m
=
MW :
Exact Mass =
W v

Moles

Limiting Reagent

Equiv O

Mol% E
Conc = i
Vol v m
Density 7 _JT'E[
Pur <

Yield

Ratio v

Loading

Activity

Loading(wt%)

CAS No.

Clicking on the 'Show Participant’ button @ will allow you to show/hide the molecular structure
in the graph experiment, and to display the participant as a structure, name, or both:

+ > Show participant
CIEFAUS paricY
_GH
g CigHz (R1) v’ b
+ o, + ¢
o 1. cunosr2) ‘ ¢

L Ho”
CoeR) ¢ ui0.ma) Estradiol (R3) ‘ ’

Li(R4) v
Compound [ w ]

Hz50, (RE) )
CaoHg (R1) 128171 1.000
CioHia0s (R2) 194.188 THF (51) 2
Estradiol (R3) 272382 ST .
Li(R4) 7948
HzS0,4 (R5) 98.080

- [

THE (51) 72.108
CH;0H (S2) 32,042

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

+
To create and assign sources, highlight the participant and click on the applicable buttons
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R1 CyHyq

e [ e

Benzoyl Per..xide

You can also add a location in the Stockroom for the bottle created:

Add Bottle

LI Stockroom

Warning: Storage restrictions. Click here for details

= AdminBuilding
Fridge1
& CIMUS
& Floor_1
Cabinet
Cabinet_2
& Cabinet_3
Frigde_1
= ClQus
& First Floor
& Stockroom1
& Cabinet1lon..name
First

Sernnd

You can create links in the experimental section to the participants just by highlighting the

Order details

Ordered by g 1. -
Order date

Arrival date

Expiration date

Save Cancel

applicable text in the description and clicking on this button ﬂ

oy Ve

o o ]

oA

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 of the volume for solvents and for the amount, number of
moles, and yield of the products:
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Mules Equiv  Conc (mol/L) Vol Density (@/mL)  Pur (%)

CrHis (R1) 98186  0.917 9.339 1.000 1.301 0.705 100.0
C14H100s (R2) 242227 0226 0934 0.100 1000
NBS (R3) 177.984 1995 11.207 1.200 1000
cCly (81) 153.822 0311 30.000 1594 1000
C7HyaBr (P1) 177.082 1400 7.906 100.0

o

Fonts

ing this
This is also called the Wohl- Zlegle! 1eac[mn

To break a link, just highlight the word in the description and click on the appropriate button in

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:

the toolbar

| EE R
Status

User : :
Start 2020-05-15 10:50

End L o S + @/’k p

Health/Safety 3

ompoun: g v mol

gt) R1 C7Hqy Benzoyl Per..xide

PM_40 COSHH_2020 05 1.3 49 C7Hus (R1) 98.186
Benzoyl Peroxide (R2) 242.227
Benzoyl Peroxide (R2)
.

MSDS Vi [@ — ———
General documents B | £ ‘ u |'°“‘ * ""| = | == E|E(FE =.-'-|j
Safety_in_. .ture (TestStructure) Eoiife vl e ¥

Rihlinaranhy. =°

Selecting the 'Process' tab, will allow you to add other relevant documentation such as Mnova
documents, the raw NMR/MS spectra in zip format, images, etc.:
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Status
User
Start
End

General 3 NN

Source
Monitoring
Characterization
Verification

Additional

2020-05-1510:50

HC\\M\/CH .
+ (

O‘ R1 CyH14 R2
0o

B

E0 Compound MW W K
FAdd Document SIS

Elo | Benzoyl Peroxide (R2) 242 227

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 hovering the mouse
over the name of the document. If the Mnova document contains more than one page (or the zip
file contains more than one raw dataset), you will get the preview in tile mode.

References

PMF_10091
1H

tg test

Ca0H24N;0; (P2)
1H_NMR

Files
Characterization

120.00

If you have loaded raw data in a zip file, the spectrum (or spectra) will be automatically processed.
A large preview of the processed spectrum will be obtained by clicking on the Preview button.
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Preview

Desk Team Search Data
[ Help a

Euro | Aryithiazoles PMF_53 @ﬂ&ﬂg&

jspmanisal

§

¥ 3338822 1100
] 3333358
i v e
Status Open ™
User Pablo Monje 200
Start 2021-04-1517:22 s
End
700¢

General 5 Pn)(:esse Analytical ot -

[aim|[c ) [pte) [Elay’
Saurce @ éa 738 | |66 |382 |ofzs| -
Monitoring (2 Eo 400¢
5 @
Characterization (2 B .
C1gH10SN (P1)
2000
MS
NMR 008
Preview ! ‘J
o "
g : -100
85 80 65 60 55 50 45 40 35 30 25 20 15 10 05 00 05 -0
1 (ppm)
Verification Pagel Page2 Page3 =

Additional Eo Close

From the Preview, you can use the toolbar to 'pan’, increase/decrease the peaks' intensity, or zoom
into a region of interest:

Preview

Multiplets ~ Parameters

[ERf4LjgfTmil

1H Quinine 120000

..... 12188 G ininin 119000

18000
17000
16000
15000
14000
13000
12000
11000
10000

9000
8000

6000
5000
4000
3000
2000

-1000

Open ‘Open original Close
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You can also display the ‘Multiplets Table' or generate a ‘Mutiplet Report’ in the journal format
selected in the combobox (JACS, in the example below):

Spectra ATl Parameters

¥ Shift Range Hs Integral Class Js -
1.6870 1.7931.16173 2 209554 9375 dddd 26472, 4.5059, 8.2487
56225 8.6532.8.5919 1 89792.1250 d 4.5M15
7.9524 7.9889.7.9159 1 845903828 d 9.1824
7.4634 7.4949.7.4319 1 98002.5391 dd 0.6874, 4.4955
7.3013 7.3412.7.2614 1 95862.1172 dd 2.7304, 9.1830
72133 7.2418.7.1849 1 105506.4297 d 2.7661
5.7268 5.7956.. 1 94413 4688 ddd 7.6246, 10.2963, 17.1184
5.4819 5.5124.5.45 1 108406.1172 d 4.3728
49173 4.9871.4.8529 2 189601.3906 m
3.8736 3.8986..3.8486 3 302880.5313 5
33778 3.4431.3.3124 2 1709665625 dddd 2.6025, 5.5703. 10.4094
3.0831 3.1671..2.9977 2 176006.0000 ddd 9.3037, 13.5994, 23.9979
2.6256 2.6905..2.5649 2 204424.0000 dddd 2.0975, 5.0809, 6.3193
22420 2.2947.2.1869 1 97383.3047 m -
4 M 1170117 W 1] »i Page: 1 |of1 Results: 25 v
J_Am. Chem. Soc. v Hide
IH NMR (400 MHz, Chloroform )5 § 62 (d_J= 4.5 Hz, 1H), 795 (d, /=92 Hz 1H) T46(dd J=43 07Hz 1H). 730 (dd =02 27Hz 1H)
721(d,J=28Hz 1H) 573 (ddd.J 1,103,7.6Hz, 1H). 548 (d,J=44Hz 1H). 4.99-4.85 (m, 2H), 3.87 (s, 3H). 3.38 (dddd. /=133, 104,
36.2.6Hz 2H). 3.08 (ddd, 7=24.0,13.6.9.3 Hz, 2H),2.63 (dddd. J=13.6.6.3.5.1,2.1 Hz, 2H).2.29 - 219 (m. 1H), 1.79 (¢./=33 Hz 1H), 1.69
(dddd.J=14.0,82.45 2.6Hz 2H). 1.61 - 136 (m. 2H), 0.78 (t. J Hz, OH)
Open Open original Close

Clicking on the ‘Open’ button will load your Mnova document into Mnova (if you have valid

licenses to do so), allowing you to reprocess the spectra or make any desired changes:

Picking
Reference.

Pages

R
4

whe | K

Reference | Auto Peak

LRt
N e

Pesks

Peak Curves

] Peak Labels

Jlg ® - “a R RB
% B3 me [ Mutiplets 0N m#
Auto Muliplet - Auto N
s A B ) Mtpiet Curves | megration U

Multiplets Integrals

@) Document 1= x

Integral

Processing

Line
Fitting+  Analysis | Spectrume Tools +

Fitting

Analysis

[®

Clean

NMR

Assignments

Advanced

More

1. (1) Quinine 1H

R

Quinine 1H o
1H Quinine

—

[1 (dda) N @
3.3 179
3187 || 3.08 224 || 151
L (dddd) | | O (tdt)
263 169

20000

19000

18000

17000

16000

15000

14000

13000

12000

11000

10000

1851
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Both original raw files and Mnova documents are stored in the ELN. By default, when clicking on
the link, the Mnova document will be opened; however, the original raw file can also be
downloaded by clicking Edit and selecting the raw file from the same window.

Of course, you can also attach MS or EIViS spectra to your experiments:

Help

CMbookiserve...51 MSMS_pos.RAW Injection 1 TMS + c ES F...120,00-1200.00] TIC
TE+07 gom

] \
6E+07-{ |

] a2
sevor] [
aE+071 |sos |

) I
||
R
26407 ¥ “ | |
16407 [ seir

| 103ss 213

SE—— R S AU L

3E+074

OE+00-
1 2 3 4 ] 6 7 8 ] 10 1 12 13 14
Retention time (min;
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If you have a verification license, you can check whether your datasets match your structures. See
this chapter for further information.

You can also add images (very useful, for example, when adding TLCs) to your experiments.
Hovering the mouse over the ‘image name' will generate a preview. These images can be included
at the end of the report (with the description added).
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General 5 Analytical o

Source (2

PMF_63
TLC

Cw”n{ T P1)
Pow

Characterization 2
Verification

Additional

:\_lu‘.‘!__;
S

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:

N
Process 6 Analytical i
Health/Safety (4 B° | mr1 cHBA
hy (1 5“

JOC Z

JoC [ T —
IR Ly —

Additional

For further information about adding analytical documents to Mbook, please follow this link.
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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):

AN E ML
Status T
User z I
Start 2020-05-14 13:13
End
I

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":

Edit Experiment

Code probute

Status Open

| "Open
Relevant experiment

Pending signature

Project | Discarded

Reaction™ Etz

e 2018-08-28 1754

End

Description

Cenclusions

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:
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Status All

Relevant experiment

Start

End

Apply Clear Cancal

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).

o BOOK Desk  Team  Search

NewP NR  PM_38

i Clone Experiment

Name

Project NewP

User

End

General @ Qe

Health/Safety (6

COSHH: approved

PM_38_COSHH_2020_05_1.1_07
PM_38 COSHH 2020 05 2.0 17
PM_38 COSHH 2020 05 2.3 31

C4HgBrO; (R1)
MSDS

7 Gt 3 i

Status Clone experiment

Start 2020-05-14 11:36

@

Reaction” NR

St 2020-05.26 1831
Clone values

Description

o IFR

Conclusions

92

| Add link to original experiment

&//‘@

When the "Clone values” 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:

52
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Qpen Projects Code Status

Enzyme Cat PMF_94 Open
8 Main
® Etz Lr-Caone 193 Open

EMEN € PMF 92 Open

Once you have added your experiments, you will be able to navigate via the left panel using the
expandable trees (hovering the mouse over any experiment will display a reaction preview):

Open Projects Code Status User Reaction  Project
2 Enzyme Cat . E"@ Test 152 Open = 0
2 oxidation
Test_140
P> T
Test 141
= Main il
EFEE M. k/\
2 Etz H CH,
PMF_47
= Test_141
PMF_45 Status: Open
PIMF_46 User: Esther IMestrelab
PME_53 Start: 2015-12-23
TEST B Upen
PMF_48
PMF_52
= EE TEST 7 Pending approval
PIMF_50

Clicking on any of the experiments on the left panel will show all the relevant information.

Clicking on the Status field will display the history:

Analiticos_Pablo | Analiticos1 PM_38 =
Open 2020-05-14 11:36 Pablo lMonje
(Project: NP_m, reaction: NR)

L[

COSHH Signed 2020-05-14 11:41 Pablo Monje

Name ~ | (done)
Status COSHH 2020-05-14 Pablo

User Pabic = Approved 11:41 Monje
_ (ves)
start 2020-05-14 11:36 ML
Eni Assigned 2020-05-14 12:17 Rubén Lobato
" (by Pabla Monje)
Process (41 Analytical (2 Assigned 2020-05-14 12:17 Pablo Monje .
(by Pablo Monje) |
iSatety o j
HealthiSately (@ B COSHH Signed 2020-05-26 13.40 Pablo Monje ’
o (d |
COSHH: approved
COSHH 2020-05-26 Pablo
o Approved 13:40 IMonje
PIM_38_COSHH_2020_05_1.1_07 @

You can also navigate through the experiments using the arrow buttons in the reaction scheme
header:
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5.1

Previous experiment

|

N @ . =
7 !‘;5 ;"_.a Assign Experiment
Status Assign Experiment
’ o Experiment  PM_38
User
Start 2020-05-14 11:36 Users Rubén Lobato v
End
Br
Save Cancel
= - |
= R1  C4HeBrO; R2  n-BuLi P1|
See also:

Resources about creating Reactions and Experiments

Resources about drawing Structures with Coordinate Bonds.
Watch a miniclip about creating an experiment in Mbook by following this

Export Experiments

link

You can export any existing experiment just by clicking on the "Export Experiment' button and

selecting the desired attachment boxes:

° BOOK Desk Team Search Inventory = Message i Analytical

Analiticos_Pablo ' Analiticos1 ~ PM_45 -
Export Experiment

met

N A T ¥2] * i +
A =EREET™ ()
Seatis — ‘Your experiment will be exported in XML format
User 0
Attached data
Start 2021-02-11 13:35
End % stoichiometric table
. Documents from the following sections: General and
General | 2 Analytical Process (including verifications)
Source (2 é R1 Consumed sources
a
o [ Created sources
IMonitoring B
F )| Compo
Characterization ' 1 B Cancel F
2-Brom
Verification | 1
| n-BuLi(rR2) 64.054 0534 0.008
C1gH1;08n (P1) @"
w0550 @] m Trimethyltin chl.ride (R3)  199.267 1662 0.008
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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.

¢) If the option to include documents was checked, you will get one folder per General and process
sections:

c.1) If you uploaded a raw spectrum file, the folder will contain the original file, the Mnova
document automatically generated when uploading the file to Mbook.

c.2) If you uploaded an Mnova document, the folder will contain the original Mnova document.
c.3) If the user uploaded a PDF, image, or indeed a file any other format, the folder will only
contain the original document attached to the experiment in 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):

2 Eg e [ [ ) e [

Status

Import Experiment

User

start 2021-02-11 17:11
End
Process Analytical

Health/Sarety g°

After clicking on this button, the user will be able to load the reaction scheme as a CDMXL file or
to import a zip file containing an Mbook experiment:
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Import Experiment

@® Import an experiment in CDXML format

O Import an experiment generated by Mbook

Please, copy and paste your CDXML code or upload a CDXML file.
Note: For a better experience, draw your experiment in GChemDraw
folfowing these guidelines.

Paste your CDXML code here

Upload a CDXML file

| Seleccionar archivo | Ningtin archivo seleccionado

Cancel

Another option would be to copy and paste the experiment from ChemDraw using the "Edit/Copy
As: CDMXL Text" (Ctrl+D) command.

0 ChemDraw Professional - [1.2DipolarCycloAdition.cdxml]
@ File Edit View Object Structure Text Curves Colors Search Window Help

. =) Undo not available Ctri+Z lm Gi Q = fAr
Redo not available Shift+Ctr+Z
Al Cut Ctrl+X
I P ChleC
Mear o Ctriev
fdks Clear Del
[Zhig Select All Ctre A
— Invert Selection Shift+Ctrl+|
v Elem £
- Repeat not available Ctri+Y pho\ /_\\\ s N
Copy As » SMILES Alt+Ctrl+C
Paste Special > SLN
Get 3D Model Inchl
Insert File... e K?y :
e Oty CDXML Text Ctrl+D
Objeto MOL Text Alt+Shift+ Ctrl+ 0
MOL V3000 Text
oy HELM Al CtrlsE

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

Accept

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

Your experiment scheme s displayed below. You can assign each experiment participant either to a new compound created by yourself or to an existing compound obtained from Mbook's database.

Note: Some items in the experiment scheme cannot be interpreted by Mbook. Click here for detas.

cH

u(/
4 Ao
\
=0 + + /.
He” "y ) + i Experiment conditions
\
s1 CHCly
Assign 75-09-2
R1 Ca7HyCINO, R2 CyoH1sNO R3 Cy7H2028 P1 CyoHis

[ [

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):

Import Experiment

Your experiment scheme is displayed below. You can assign each experiment participant either to a new compound created by yourself or o an existing compound obtained from Mbook's database

o
He—t—cH,

M, — 5 e T + He—sp—al _ o, =
\ 7 ¥ s1 CaHs0 N/
Assign 109-99-9 v
R1 CrH,Bro R2 CyHoLi R3 C;HsCISn P1 CioHicOSR
Assign 2-Bromoanisole v Assign 109-72-8 ~ Assign 1066-45-1 v Assign PM_45P1 v

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

Documents: 5
Verifications: 1

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

- I

5.3 Column Configuration

Mbook includes important 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.

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

e 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:

e 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.
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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.

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.

w m Moles Limiing  Equiv  Conc vol Density (g/mL) Pur(%)  Yield (%)

This will invoke the “Configure columns” pop-up window:

Configure columns

Columns O
Compound

(T

Exact Mass [}
W

Moles

Equiv O]
Mol% &'

Limiting Reagent

Conc O
Vol O
Density O
Pur O
Yield

Ratio i)}
Loading

Activity

Loading(wit%)

CAS No. O
Code x

There are three types of available columns:
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e Fixed columns that cannot be removed from the stoichiometric table (Compound, Molecular
Weight, Weight, Moles, Limiting Reagent and Yield).

e 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, and Purity).

e 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).

Users can also add their own custom columns to the stoichiometric table by clicking on the Plus
icon (see picture above), specifying a name for each column header and ticking each column's
checkbox. Custom columns can be removed at any time by clicking on the Delete (X) icon (see
picture above). 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.

Column configuration by the Group Manager or the Project Manager

To open the column configuration section, the Group Manager and 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.

o BOOK Desk  Search  Inventory ~

Project1

Project name Project1
Status Open
Time 20171214/ —

The following window will show up.
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5.4

Configuration

Repaorts Stoichiometric table

= Fixed set of columns Customizable set of columns

Bell

all expenments.

w; you can define a fixed set of columns that will be applied to

Columns

Compound ’
MW

W

Moles

Equiv &
Mal%

Limiting Reagent

Conc 4
Vol ’
Density ’
Pur ’
Yield

CAS No.

+

Save Clear Cancel

By clicking on the “Stoichiometric table” tab, the Group Manager and the Project Manager are able
to define the column setup of the stoichiometric table for all the Group's or all the project's
experiments, respectively. This column configuration section behaves the same way as the
“Configure columns” window (see, above, “Column configuration by the experiment owner”).

Searching

You can search for any existing experiment just by clicking on the 'Search' button and drawing the
desired molecular structures of the participants:

[, @ BOOK Desk Searc Inventory - Message & Pablo Monje ~ *

Search

Keywords

LS S Vo Vo
C7H160 (R1)
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You can also type any free text as keywords (experiment code, username, etc.) in the search field
box. Use the filter button to restrict your results by project, user, or experiment.

55 Verification

This feature is included in the Enterprise package (it is not included in the Mbook Chemistry or Pro packages).

Mbook Verify is a new developing approach to structure verification via NMR and MS.

The pharmaceutical and biotechnology industries are currently facing very significant challenges
that are resulting in major organizational and operational changes. The current trend is for
pharmaceutical companies to outsource many of their Research and Development operations to
third parties with specific specialties and areas of expertise in order to focus their own resources on
areas where they are in a position to maximize value.

As a result, where many operations such as data mining, information sharing, and decisions about
the chemical entities used to have to be carried out at an internal company level, these same
functions now need to encompass the entirety of the supply chain and all partners involved in the
company’s R&D efforts. In addition, it is desirable to standardize data formats and data handling
to the greatest extent possible to keep tight control over quality, particularly when compounds are
being transferred between organizations and to optimize the sharing of information to maximize
productivity.

A further challenge that affects, among others, the analytical data domain, is the reduction in the
resourcing of internal support teams. In the case of analytical data, this means that whilst progress
in hardware capabilities and huge steps forward in automation allow us to generate vast amounts
of analytical data with high throughputs, a bottleneck is being created by the ability of Analytical
Departments to get eyes on data. In this situation, overseeing the data and proposed chemical
structures proposed by partners outside the organization, and typically received in large numbers,
is also becoming more difficult, and indeed in most cases has been abandoned as an achievable
objective.

Mbook Verify evaluates a series of elements (GSD, solvent recognition, novel similarity measure,
multiplets, and chemical shift predictions) and applies a scoring system to return a Yes/No/I don’t
know answer. This makes it a very powerful screening system that is useful to chemists who need to
validate decisions regarding the structure corresponding to their experiments, either in single or
batch mode.

© 2022 Mestrelab Research S.L. 61



Mbook Manual

Yes

ASY Output

5.5.1 Running Verifications

To run a verification, you only need to have a 1H,

3¢ HsQC, COSY, HMBC or MS associated with a

molecular structure in your reaction scheme. You can upload the associated spectrum to the
characterization section (under the 'Process' tab), raw datasets (in a zip file), or Mnova documents.

In the example below, we have uploaded 1H,

the Product (P1):

Status

User

End

General 5 Analytical

Source (2
Monitoring 2
Characterization 2
Verification

CygH4g0Sn (P1)

7 . 0] 15 i

Start 2021-04-1517:22

&

C, HSQC, COSY and HMBC spectra associated with

Clicking on the ‘Verify' button (highlighted in red in the picture above) will display a dialog which
will allow you to select the spectra involved in the verification (and the expected purity):
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Verify compound

Ca0H2aN,05 (P1)

&2
€3
Tin

Expected purity High

Available spectra
H-1H
13C-13C
HSQC - HSQC-EDITED
COSY - COSY
HMBC - HMBC

® &8 8 8 ®

After having clicked on the 'Verify' button, you will get the result:

General 5 Analytical

Source (2

Monitoring (2
Characterization
Verification | 1

C19H1305n [P1)

Additional

)

Clicking the ‘Preview' button @will display a window with a molecule on the first page and the
spectra on the remaining pages. Clicking on the 'Open PDF' button will display the results in a PDF
file whilst clicking on the 'Open’ button will load the document into Mnova.
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m Parameters

Spectrum Page 2 v ]

quinine Page 1
_| Page2

22 (m)
482

M

6
1 (ppm)

Open PDF Close

See also:
Further information about Structure verification tools.

5.6 Generating Reports

v
You can generate experiments or reaction reports just by clicking on the applicable button

Project Test ~ Structure Editor

Name

Status Open
Project roject Test
Text Eﬂ

No associated documents

You can include the spectra used for the characterization and the images (with the description) in
the report:
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Experiment report

Please, select which documents you want to include in your report.
Start 2021-04-1517:22 2
r Process
End
. i MONITORING
Process 6 Analytical
v PMF_63
Health/Safety (4 8°| rt cH TLC
_ 3 g° ¥ C4oH1s0Sn (P1)
Powder
PMF_63
Joc .
Z W | ersoe CHARACTERIZATION
C;HsCISn (RM v C4gHs0Sn (P1)
C,HelLi R3) NMR
THF (S1)
o | E10H(S2)
Additional E]
THF (83)
C4oH4508n (A
el
Fonts
A solutios

Which report type do you want to generate? J.Am_Chem.Soc +

By clicking on the 'Report’ button, a PDF will be generated for the current experiment:

fampound MW AcwityW  Moles Equiv Conc Vel  Densit Pur Vel

H & | .uug.,

peypn Teraiaaa [T Temian e ERCEIE

Farameters
sewime: e
e e
pe pe——
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5.7

From the 'Configuration panel', the administrator can upload a corporate logo that will be
displayed on the header of all Mbook reports:

0 BOOK Team Clients inventory -

Team

d Configuration i

COSHH Stockroom Reports User assignment

Go to Configuration

The logo below will be displayed on the header of your reports

logo.png 11

Experiment code
User's first and last name

Preview of your report header.

20060080060 060866060606080a

Cancel

| CravETERT

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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Date/Chemist signature:

Date/Chemist
signature

CONFIDENTIAL

Date/Witness signature Date/Chemist signature:

Date/\Witness Date/Chemist
signature signature:

CONFIDENTIAL

Date/iiness Date/Chemist
signature: signature

CONFIDENTIAL

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.

Desk People Search In

Group name IMestrelabGroup

Managers Mestrelab Manager

Projects Users

The report configuration window will pop up:
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Configuration
Reports Stoichiometric tabie
Please, select the signature footers you want for your reports.
¥ No signature footer

Date/Chenist signature: 7

Datelchemst 7
sgnature

CONFIDENTIAL

Date/\Witness signature: Date/Chenist signature: @

Date/Witness Date/Chemist Y
signature: signature:

CONFIDENTIAL

Date/Miiness Date/Chemist
signature: signature:

CONFIDENTIAL

N

The Group Manager can select which footer templates are available to the Group's Project
Managers by clicking on each template's checkbox (see picture below).

Date/Chemist v

signature:

CONFIDENTIAL

To customize a footer template, the Group Manager should click on the Edit (pencil) icon shown in
the picture above, after which the footer template will become editable (see picture below). Once
the footer template has been customized, the Group Manager should save the changes by clicking
on the Tick button.

v |
Date/Witness sign. Date/Chemist sign

CONFIDENTIAL

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.

\Witness signature Chemist signature: 7

PROPERTY OF XXX

s texl can oe cusiomized
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The image below shows an example where the Group Manager has customized and made two
report footer templates available to the Group's Project Managers.

Configuration

S —

Please, select the signature footers you want for your reports.
No signature footer

Date/Chemist signature: a

Date/Chemist 4
signature:

CONFIDENTIAL

DateMitness signature: Date/Chemist signature: 7

Witness signature: Chemist signature:

N

PROPERTY OF XXX

Date/Witness Date/Chemist 72
signature: signature:

CONFIDENTIAL

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.

0 BOOK Desk  Search  Inventory ~

Project1

Project name Project1
Status Open
Time 20171214 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.
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Configuration

Stoichiometric table
Please, select a signature footer for your reports.
¥  No signature footer

Date/Chemist
signature:

CONFIDENTIAL

Witness signature. Chemist signature:

PROPERTY OF Client1

Save

Cancel

In the picture above, the text area in the last footer contains a message that was previously

defined by the Group Manager as “Property of XXX" and has now been modified by the Project

Manager with the text, "PROPERTY OF CLIENT1".
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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.

0 BOOK Desk  Team  Search Inventory - Message

From the desk, you can search for experiments by molecular structure or by typing any free text

just by selecting the 'Search' option:

[J BooK Desk  People

Search

Keywords 0/
NN .

Graphical search

#1450 (R1)

Inventory

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

°B°°" Desk Team  Search - Messageid A

inventory ~ Compound DB

I
5 Supplier

Available in stock 0O | e CAS No. B

2Mercaptoethanol 60242
By compound
Ll 2-Mercaptoethanol
Code
Stock

Health
Safety

By compound structure pel

By use pel

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

inventory  Compound DB

Compound report
Available in stock Por 1] 4 Name

Add Compound
o
Heptane 142-82-5

3 No.

By compound

Bame Heptane

From the left panel, you will be able to search by name, code, batch number, or structure. When
the "available in stock" option is checked, the search will only take into account those compounds
currently listed as in the inventory:
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Main Toolbar

Available in stock O

By compound
Name
Code

Batch No.

By compound structure p

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.):

(--(1R)-Menthy! (S)-p-toluenesulfinate

2 || Corvon [ —

Nome CHIRMMenthyl nate | (PRI 7 3 | Properties 7
Acronym
e Curt0zS ch, 20052
Bibliography &
Che °
L) 102-104°C
Verfcation
. 1
CH; i
H -
Ho
HOCH
(g =
Nomenclature e
Name (-H1R)-Menthyl (S)-p-toluenesulfinate
Acronym
wPaC
At Names (S Menthy| ptlusnesulfinate

(1R2S 5R)-{:-Menthyl ()p-toluenestifinate

From here, you can get the MSDS document and download the .mol file of the applicable
structure.

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

Compound  Stock  HealthiSafety  Experiment

@4- .::’

L]
]
L]
e
]
L]
L]
=]
]
=]

Supplier
East Supplier
‘Sigma-Aldrich
BetaPharma

Sigma-Aldrich
‘Sigma-Aldrich
Test Supplier
Sigma-Aldrich
East Supplier
East Supplier

Sigma-Aldrich

Status
Available
Available
Availabie
Available
Availabie
Available
Available
Available
Availabie

Finished

Batch number
Modificado

12345

150w

Remaining (Initial) Solvent
89,998 g (100.000 g)

Concentration

14.990 mg (100000 mg)

50.000 g (50.000 g}

100000  (100.000 g)

1.000 kg {1.000 kg) DcM
635000 g (685,000 g}

9751 g(10.000g)

1000.000 g (1000.000 ug)

100000 g (100.000 g}

60.000 g (100.000 g)

Expiration date:
20231108

2018-09-13
2013-06-06

20190221

20231108
2023-11-08

20130707

Location

CIQUS > First Floor > Stockroom1

CIQUS > Third fioor » Mr Freeze oo

AdminBuilding > Fridge 1
CIQUS > First Fioor » Stockraom1

CIQUS > First Floor » Stockroom1

The 'Health/Safety’ panel will allow you to check and modify the hazards and precautions assigned
to the compound:
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Compound Stock Health/Safety Experiment
Hazards identification 3

Signal word  Danger

Hazards H301 H303 H315 H319| H335

Precautions  pog1 p2g4 P270 P271 P280
P301+P310 P302+P352 P304:P340 P305+P351+P338 P312 P21 P330 P332+P313 P33T+P313 P362+P364
PA03+P233 PAOS

P501

Pictograms @ ®

Specific precautions

Please, complete the specific precautions below.
P264 - Wash ... thoroughly after handling
P301+P310 - IF SWALLOWED: Immediately call a POISON CENTER/doctor/.
P302+P352 - IF ON SKIN: Wash with plenty of water/
P312 - Call @ POISON CENTER/doctor/...if you feel unwell.
P321 - Specific treatment (see . on this label)

P501 - Dispose of contents/container to

Clicking on the ‘Experiment’ button will display the list of experiments where the compound has
previously been used:

Compound  Stock  Health/Safety

Code Status User Reaction Project v Time Yield Experiment
g RL2 Open 0 Projec 2013-07-11 17.28

oy

g GBs Open  GusE e 2018-06-20 14:19

¢

f@ GT_169 Open u ste T Project 2018-06-20 13:10

L

The new Stockroom section is available by selecting the 'Stockroom' icon from the Inventory scroll
down menu:

o BOOK Desk Team Search nventory Message i

Pablo Monje @ Compound DB

BR S| Go to Stockroom section

Name Pablo Monje

v

The Supplier option in the toolbar will allow you to search/edit/add suppliers to your database:
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o BOOK Desk Team  Search  Inventory -  Message

inventory ~ Supplier @ Compound DB
I_-::'I Stockroom
Search

Supplier
Name :
A Go to Supplier section
Clear | | AlfaChemicals

Beta Pharma Inc.
crinchin 3.0

Message

The message button will display all the messages (sent, received, or archived) associated with your
inbox:

o BOOK Desk  People  Search  Inventory ~ o] Pablo Monje ~ *
Message section
PN . Sent  Archived
() ]
Projects Sender Subject ¥ Date
@ cuseench Experiment Test_75 modified: C11H15NO2 (R1) 2017-04-17 18:51
CHEM =
- Gus Bench Experiment BU_33 modified: C11H15NO2 (R1) 2017-04-17 18:51
NewTest = =
None ﬁ Gustavo Tester Compound supervised: Test_75R1 2017-04-17 18:51
Peibol i Gus Bench Request to modify compound: Test_75R1 2017-04-17 17:19
® =
9 itest & custavo Tester P (3R) 2017-04-10 16:33
Testing —
Lo & cusBench Request to modify compound: (3R)-3-aminoheptan..-one 2017-04-10 16:33
i@ cusBench Experiment Test_75 modified: C11H1402 (R1) 2017-04-07 17:36
i@ cusBench Experiment BU_33 modified: C11H1402 (R1) 2017-04-07 17:36
ﬁ Gustavo Tester Compound supervised: Test_75R1 2017-04-07 17:36
& GusBench Request to modify compound: Test_75R1 2017-04-07 17:35 v
M K 1250138 W B M Page:| 1 | of2 Reslts: |25 v
Receiver Sender
st sty Archive | Fowara || Reply

The Message panel shows a complete list of experiments open and the list of messages related to a

given user by default. Clicking on the 'Home’ button will restore this original view after
navigating the trees.
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7 Inventory

This feature is included in the Mbook PRO, Mbook Analytical and Enterprise packages (it is not included in the Mbook
Chemistry package)

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. This tool has been automatically updated on your
Cloud version; for in-house installations, you will have to update to Mbook 1.1.

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 at the top right corner of the screen and select “edit user”.
Here you can enable or disable the inventory manager privileges for any of the other users.

Name Ruly E ; Code Time
Username ruben@mestrercom f'gl RL_39 User Permissions 018-08-28 18:338
Role Group Manager f@ RL 38 B 018-08-28 17:56

Status Active | g pmbulb 018-08-28 17:54
¢ Experiment withess

0
Documents B The user can be a wilness of other experiments wilhin hiser group
No associated documents o

g PRL3H® Inventory permissions 018-08-28 16:49

f@ A2 ¢ Inventory manager Ll

E@ RL_:M The user can add new compound botles. He can also manage locations in the. 018-08-28 13:19

E"EI RL 33 Stockroom if Admin user allows it. 018-07-30 17:33

¢ Structure manager

The user can approve modifications in compound structures

f@ RL 32 018-07-30 17:06
Safe

fg RL3 B Solelymanager N 018-07-30 17:02
The user can manage safely information related to compounds and botfles

g R BB o | gieoriii7a0

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.
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onoou T Sown

Inventory - Compound DB

CE-)(

Available in stock O e

By compound
Name 2-Mercaptoethanol
Code

Stock

Health /
Safety

By compound structure pel

By use pel

You can search by name, 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.

Search VQ

Available in stock O

By compound

Name Tris(2,4,6-timethylphenyl)phosphine

Code
Stock

Health /
Safety

By compound structure

o

By use pol
Search ' =
Available in stock O
By compound

Name

Code

Stock

Health /

Safety

By compound structure p
By use p

Search

Available in stock

By compound

Name

Code 123115
Stock

Health /

Safety

By compound structure

By use

Search

!

Available in stock

By compound
Name
Code
Stock

Health /
Safety lactation

By compound structure

By use

=

0 Y

O

el
pe

You can search by compounds available in stock, just by checking the applicable box:
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Inventoy - Compound DB

4 Name CAS No. Acronym Molecular Formula

Available in stock

n-Butylithium Solution 109-72.8 CHli

By compound
Name nBull
Code
Stock

Health /
Safety

By compound structure pel

By use p

Characteristics

Compound

NN

3

© No location assigned: 76.700 mL, 94.564 ml
100.000 mL

« PabloBuild > PabloFioor2 > PabloStockrc
200.000 ML

= PabloBuild > PabloFloor2 > PabloStockrc
PabloCabinet > PabloTray: 250.000 mL.

- PabloBuild > PabloFloor2 > Pablo_fridge:
500.000 ML

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:

0 BOOK Desk Team Search nventory ~ Mess

Inventory Compound DB Groups Projects

AG
Search
Group4
Available in stock LA
n-Butyllithium Solution New nn
By compound
New Test2
Name
Buli
il Peibol
Code
Test_13478
Stock
Testing
Health /
Salely TestStructure
By compound structure
¥ ¥ 'o Tut Group

By use m

‘ Compound search by use

Tutorial Group2

Search compounds by use

Users Dates

¥ O

Clear

Cancel

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.

© 2022 Mestrelab Research S.L.
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Inventory  Compound DB

vz
Search IJ +
Available in stock 4 Name CAS No. Acronym Molecular Formula Characteristics. Compound Used quantity Stock
n-Butyliithium Solution 109-72-8 CaHoli N 1042.435 mL o Nolocation assigned: 100.000 mL, 76.700 mL,
T 94564 mL
+ PabloBuild > PabloFloor2 > PabloStockroom:
Name nBuLi 200,000 mL
« PabloBuild > PabloFloor2 > PabloStockroom >
Code PabloCabinet > PabloTray: 250.000 mL.
Sodk + PabloBuild > PabloFloor2 > Pablo_fridge2:
ind 500000 mL
Health /
Safety
By compound structure pel
By use yel
- Groups: AG, Peibol, Groupd

The safety manager will be able to add hazards and the applicable pictograms to any existing
compound from the ‘Health/Safety' tab:

(=)=(1R)-Menthyl (S)-p-toluenesulfinate

Name Rt B dl) Hazards identification 7
Acronym
e Cutzoys | Signalword Danger
Bibliography B° Hazards EUH085
Characterization

Eo H300+H330 H301
Verification

Precautions

P260 P264 P270 P271 P284
P301+P310 P304+P340 P310 P320 P321 P330
P403+P233  P405

P501

Pictograms @

Specific precautions

Please, complete the specific precautions below.

P264 - Wash ... thoroughly after handling

P301+P310 - IF SWALLOWED: Immediately call a POISON CENTER/doctor
P310 - Immediately call a POISON CENTER/doctor!.

P320 - Specific treatment is urgent (see .. on this label)

P321 - Specific treatment (see .. on this label)

P501 - Dispose of contents/container fo ..

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

[ Mutagens | H340: May cause genetic defects | Haa1: Suspected of causing genetic defects

| Reprotoxics I I

H360: May damage fertility or the unborn child | H361: Suspected of damaging fertility or the unbern child | H362: May cause harm to breast-fed children.
Source: Regulation (EC) No 1272/20081]

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

& European Union Hazards

P280

H361fd | H373

@ Physical Hazardssss
Hazardssss
0: Fatal if swallowed

0+H310: Fatal if swallowed or in contact with skin

'H300+H310+H330: Fatal f swallowed, in contact with skin or if inhaled

C
() H300+H330: Fatal if swallowed o if inhaled

() H301: Toxic is swallowed

() H301+H311: Toxic if swallowed or in contact with skin

() H301+H311+H331: Toxic if swallowed, in contact with skin or ifinhaled
H301+H331: Toxic f swallowed or if inhaled

(JH302: Harmful if swallowed

[0 H302+H312: Harmiul if swallowed or in contact with skin

) H302+H312+H332: Harmful if swallowed, in contact with skin or if inhaled
(0 H302+H332: Harmful if swallowed o if inhaled

() H303 May be harmful if swallowed

) H303+H313: May be harmful if swallowed or in contact with skin

() H303+H313+H333: May be harmful if swallowed, in contact with skin or if
inhaled

0 H303+H333: May be hamful if swallowed or i inhaled

e -

oaom( Desk Team  Search Inventory -  Message & M\
2-Mercaptoethanol
0 /,‘ Compound  Stock Experiment  Analytical requests
Name 2-Mercaptoethanol | (TNEEERS———
CAS No. 60.24.2
e Signal word  Danger
ME CH08
Hs0S | cMR gory 1Aor 1B
o0 o
Bibliography 2 Mutagens: Category 1Aor 18
Characterization B°
Reprotoxics: Category 1A or 1B Category 2
Verification
Hazards HI01+H3M | HB10| H315| H317  H318 H360D
HA00 Ha10 | Hat1
Precautions  po1 P02 P260 P261 P262 P264 P20 P272 P23
P302+P352 PA05+P351+P338  P30B+P313 P310. P314 P31 P3I+PII3 PIIIPI3 PI61PI6A
P362+P364 P30T
P405
P501
" ds ide
2

Signal word  Danger

s
cug Mutagens: Category 1A or 1B

Hazards

A practical example

gens: Category 1Aor 1B

Analytical requests

jory 1A or 1B Category 2

Cancal

H310 H315 H3{7 H318 H340 H350 |H360D H361d H73

Let’s go to the main menu and select Inventory/Compound DB and search “heptane” as an

example:

Inventory  Compound DB

Search

Available in stock

By compound

Name Heptane

Code 142-82.5
Stock |

Health /

Safety H225

By compound structure

By use

ol
ol

+

4 Name

Heptane

CAS No.
142-82-5

(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.)
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Click on “"Heptane” in the list and go to the “Stock” tab for this compound. Here you can see we

have two different entries for two different suppliers. This window also displays details such as

status, batch number, and remaining number for each of the bottles.

Heptane

Name
Acronym

MF

Bibliography
Characterization

Verification

Supplier

r.'q‘ Egl AlfaChemicals
r'ég BetaPharma

Remaining (Iniial)
979000 mL (1000000 mL})

5.000 mL (100.000 mL)

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.

Edit Bottle

Bottie  Stockroom

Supplier Sigma-Aldrich
Experiment Select

Description

Keywords

Catalog ref.
Batch number
Bar code
Label

Internal code

L Available

Storage conditions

Quantity 500,000 .

Available: 500.000 ¢)

Solvent
Conc M

Purity

Comment

m Sancel

Clicking on the '‘Compound Report' button will export to PDF the compound list. You can add new
compounds to the inventory just by clicking on the appropriate button (from the compound DB):
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inventery .~ Compound DB

Compound report Add Compound |
Available in stock | Narre- oS No.
Heptane 142-82-5

By compound

Name Heptane

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:

H H
H.C
W OCH,

R1 CgHs H2  Cy7Hz:0.8

P1  CiHs

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 heptane (or your preferred reaction
participant) by clicking on the “Assign Source” icon.

Z Ea A [0 3 i il

Status

User

Start 2021-02-11 13:35 s

End y
n (. .8
General 2 Analytical

Source (2 & R1 2-Bromoanisole

CONSUMED | Assign Source

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

Participant
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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.
Participant
Supplier Status Batch number Remaining (Initial)
Aldrich Available 72401 250000 mL (500000 mL)
ACTOE Aeailable ACOIS8T 5.000 mL (100000 mL)
Alpha Chermicals Available Q95300 0986 L(1.000L)
|44 M 1-30f3 ¥ » L] Page of 1 Results
Participant Heptane (82) Quantity
supplier Algricn J| consumed
Batch number 87249 Available 250.000 mL (500.000 mL)
Quantity deficit 5.961 mL (98%)

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:

n-Butyllithium Solution

Compound Stock Health/Safety ml Analytical requests

Name n-Butyllithium S_tion Code Status  User Reaction  Project v Time Yield Experiment

CAS No. 108-72-8 € PM38  Open onje F i 2020-05-14 11:36 440 -

Acronym

MF C4Holi .
Ef PM_37 Open i Monije [orels SOSH 2020-05-13 14:01

Bibliography @o = I =

Characterization Eo =

Verification f@ PM_38 Open Pablo Monje osl b 2020-05-13 13:26 89.7 L

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

e If the value of the quantity consumed is greater than the number of bottles you have available,
you will see the following error message:

84 © 2022 Mestrelab Research S.L.



Inventory

Participant Heptane (S2) Quantity
Supplier Aldrich consumed
Batch number ar249t Available 248.000 mL (500.000 mL)
Quantity deficit 5.818 mL (99.8%)
“Error

Quantity consumed - Mot enough quantity available

e |f 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.

General 3 Analytical

Source (3 &
CONSUMED

n-BuLi (R2)

7 m

C4HeO (81}

7 W

Mot enough quantity available ﬂ

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:

ceneral —

Source (3 &
CONSUMED
n-BuLi (R2)
&\
Bottle Name 7 0
C.H; B789
jaic| Concentration y‘
16M @
C7H
g Purity
o~
4

Consumed Quantity
CRE/ 5300 mL

See also:

© 2022 Mestrelab Research S.L.
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7.1

Resources about Inventory tool.
Resources about drawing Structures with Coordinate Bonds.

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.

o BOOK ear Inventory ~  Configuration

Senfiguration Configuration

Team .
Below, you can select who will manage the stockroom locations

AdminGroup

AdminValoz0817 ® The administrator
Adminvalo40817 A unique stockroom setup is shared by all groups. The sirator manages all
X stockroom locations and decides which groups hav cation.
AdminVal120118
AdminVal201..8(2) The inventory managers
AdminVal210818 Each group has its own stockroom setup. The inventory managers organize all
: stockroom locations within their group(s:
Adminval2z20818
AdminVal260218 @ p—
Beginners

‘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 and the safety summary for each of the
locations, but not the information about the assigned bottles.

This mode will typically be used in organizations where the stores department manages all
locations.
Qi:z::l:ndmn Location

CIMUS The safety summary for the building 'CIQUS’ is provided below.
= clQus

First Floor
Second Floor %
Testinglong..ions

E Third flanr

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.
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Inventory

The group managers will be able to give 'inventory manager' permissions to any existing user:

Edit User

User Permissions

Experiment permissions

# Experiment witness
The user can be a witness of other experiments within his/her group.

Inventory permissions

# Inventory manager
The user can add new compound bottles. He can also manage locations in the
Stockroom it Admin user allows it.

# Structure manager
The user can approve modifications in compound structures.

# Safety manager
The user can manage safety information related to compounds and boitles.

Save Cancel

The stockroom menu

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

0 :{e]e]4 Desk Team Search nventory Message il

Pablo Monje @ compound 0B
S %,
ms
Name Pablo Monje I —

The first step is to 'Add a location":

OBOOK Desk Team Search entory Message e

Add Location

Inventory . Stockroom

. Type Leve! 1: Building i
S— 'Add Location i Location name™ o o0k Room

Fridge1
& Only None G..ding Hotte Roomi
First Floor
Beseription The reagents room at the main bullding

STORAGE

Restrictions

Do ne Acidg

=1
2
9]

I

i

B

PERMISSIONS

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

Owner RL_Group ~

Visibility iVisible -

Accessible to | Hidden

PM_Group
GP_Group
JS_Group

EV_Group

O o0 oo d

SF_Group v

Once you have created the location in the first level, you can continue adding further levels by

clicking on the ‘add location' button:

inventory = Stockroom

+

s 4 =

(M= 1]y Add Location

Shared Stoc..Room Safety summary

You can also edit a location by clicking on the appropriate button:

2 AdminBuilding - Stock  Safety summary

Test 12882 4 Location name
# Fridgel 3 Floor_1
= CIMUS Zhu h
& Floor_1

In this case, we will create a location in level 3 (coldroom). You can define further restrictions and

permissions for this level:
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Edit location

Warning: Storage restrictions. Click here for details

Type® Level 3: Coldroom b4
Location name” oo
o Cold1
Description The room with the main fridges
#
STORAGE
Capabilities Acids « Bases # Flammable Radioactive

Explosive @ Corrosive [ Compressed gas

Restrictions Relow 4°C

Save Cancel

You can delete any empty locations by selecting ‘Home/Location’ and clicking on the ‘Delete’
button:

Inventory = Stockroom

= AdminBuilding Safety summary
= Floor1 4 Location name 1
Room 1 AdminBuilding
= Floor 2 Chemistry
Storage Bench r._._f @ Gus_Building
= Chemistry -
= Organic Che..stry bl S
= 13 StockroomCharo
Mark's Fridge E‘:‘:]ﬂ @ Pablo_Fridge
Mark's Fume..Hood |:'= Temp
Mark’s Shelf

The next step would be to add an existing inventory entry to one of those locations:

Hexamethyldistannane
Name Hexamethyldistannane E+ 2 MOVe BOttle I
Acronym i
MF CsHiaSny Suppliey The current location of the bottle ‘Acros' is highlighted below. You can

Acros change it by clicking on another location in the tree
Bibliography E" g 2 s
Characterization g" Warning: Storage restrictions. Click here for details
Verification

© Shared Stoc.Room
Coldroom1
Caes
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NOTE: If the bottle is not already in the inventory, you will need to add it.

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

Location Safety summary

Supplier Status Batch number Remaining (Initial) Solvent  Concentration Expiration date Location Compound
m" E'@ Acros Available 5.000 g (5.000 g) 2018-08-30 Shared Stock Room > Coldroom1 Hexamethyldistannane

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 E

I Compound Health/Safety Experiment  Analytical requests
1
! K Vioveall 1o snothetocation
Supplier Status  Reference Remaining (Initial) Solvent Concentration Purity Expirationdate 4 Location
i Supplier9  Available 356xs98 494500 mL (500.000 mL) THF  2.600 990  2039-07-12 ClQUS > TestingLongNameLocations > VeryVeryLongNameLocation >
More&M; ongNames > | p
Sigma-Aldrich ~ Available 249.850 miL (250.000 mL) TerrorTree > Basement > CoolCabinet
Sigma-Aldrich ~ Finished 0,000 mL (100.000 mL) 1.600 TerrorTree > Basement > CoolCabinet
West Supplier ~ Available 250.000 g (250.000 g) TerrorTree > Basement > CoolCabinet > First
Acros Available 500,000 mL (§00.000 mL) 1.600 TerrorTree > Basement > CoolCabinet > First
crinchin 30 Available jspmBuli  100.000 mL (300.000 mL) hexane 1.600 100.0
Sigma-Aldrich  Available B789 100.000 mL (100.000 mL) Hexane 1.600
Acros Available 86.150 mL (100.000mL) hexane 1.600 100.0
Sigma-Aldrich  Available B789 94564 mL (100.000mL)  Hexane 2.300

You can create bottles for products from the experiment panel:

Create Bottle

Use the filter to display 'deleted’, 'non editable’, and/or ‘'locked' locations:
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Inventory ~ Stockroom

Desk

Team

Search

Filter Tree

Locations Stock

® AdminBuilding &

Location

Show locations: ¥ Deleted ¥ Non-editable (X )

¥ Locked (@)

= « AdminBuilding &

bt Supplier Statu: « Fridge1 @ pil
Basement & EHZEE Supplier 9 Availa] v b1 39
@ Biochemistr..ding & i ; ’ v
© Biotech bul.ding £ @ @ Biochemistry Building &
= 1st Floor ¥ = ¥ Basement @
1A ¥ G;f‘E—@ Acros Availa] 2 Cold room @
@ 3rd floor @ © ¥ Biotech building ¥
& EvaFloor & "El s
™ [z igma-Aldrich  Availal o ¥ 1st Floor ¥
® Building! & G k8 * v
5 claus % BING
& First Floor ¥ = ¥ 3rdfloor &
e _Stockroom? 4 - : =2 < 3Aa
@ Cabinet1 a r'_'] E_El Acros Availa)
e =0
First ¥
= Second Floor ¥ P.r=) Apply Clear Cancel
Cabinet cabinet ¥

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:

356xs98

n-Butyllithium Solution

»
Bar code 356xs98
Batch number Es98ir55 EEpeniment
Internal code Test
Label Lab
Catalog ref. 75sd98s
Quantity 500.000 mL = PM_37
Available 489 000 mL
Expiration date 2039-07-12
Location esting is
Created by Gustavo Tester
]
Characterization B
Verification
See also:

Resources about the Inventory tool.
Watch a miniclip about this functionality by following this link
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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:

User Permmissions

Experiment permissions

¢/ Experiment witness
The user can be a witness of other experiments within his/her group.

Inventory permissions

Inventory manager
The user can add new compound botlles. He can afso manage locations in the
Stockroom if Admin user allows it.

| Structure manager
The user can approve modifications in compound structures

Safety manager
The user can manage safety information related fo compounds and bottles.

Save Cancel

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.

Code’
BU 34
Status Pending signature ¥
—_
Relevant experiment Sl
| Closed
Project Pending signature
| Discarded
Reaction” "ROH Bromination v
start’
2017-04-24 13:12
End

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 witness will receive a notification in his/her inbox (displaying an envelope in the toolbar):
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o BOOK Desk  People  Search  Inventory - essage Pablo Monje ~ *
Message section
?ﬁ\ Y *' sent  Archived
Frojects Sender Subject ¥ Date
ﬁ Esther Bench Experiment to be signed: EB_9 2017-04-24 11-13
CHEM =
& CusBench Experiment Test 75 modified: C11H15NO2 (R1) 2017-04-17 18:51
NewTest = =
None B Guseencn Experiment BU_33 modified: C11H15NO2 (R1) 2017-04-17 18:51
Peibol &  custavo Tester Compound supervised: Test_75R1 2017-04-17 18:51
fest ﬁ Gus Bench Request to modify compound: Test_76R1 2017-04-17 17:19
Testing =
™G E Gustavo Tester C supervised: (3R) 4 2017-04-10 16:33
& cusBench Request to modify compound: (3R)-3-aminoheptan..-one 2017-04-10 16:33
& GusBencn Experiment Test_75 modified: C11H1402 (R1) 2017-04-07 17:36
& cusBench Experiment BU_33 modified: C11H1402 (R1) 2017-04-07 17:36
B Gustavo Tester Compound supervised: Test_75R1 2017-04-07 17:36 v
M K 1250639 M w M Page: 1 of2 Resullss 25 ¥
Receiver Pablo Monje ilidairn N
Subject Experiment to be signed: EB_9 piEbive,| |Boer, |SRe
Experiment to be signed: EB_9

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):

[ . BOOK Desk People Search Inventory ~ Message Bd

pmt tes  EB_9

. Status Signed ¥ I
Comment  |Eyerything is OK

Status Experiment Supewiséoﬂ
User =5t
Start 2017-04-24 1113
End 2017-04-24 11:35 |
Files
Source

5 4
No associated sources i l
Save Cancel

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

Project name Main Groups
CHEM A MNone
Short name Main NewTest
Peibol
s gk test
Description
R Testing >
4 | TNG <
Code”
project
Status Open v
S 2013-02-28 Users
L 2018-02-15
Parent Project Select v
I Experiment approval ¥ I
[The Project Manager must approve the project experiments }
[ o

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:
oo PMF_94
Status [ Open =
Relevant experiment Open
Closed
Project Pending approval
Discarded |
Reaction” Etz i
e 2017-04-2112:11
End

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).

The privileged user can load the experiment using the 'Entity" link:
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Message section
N Ky Sent  Archived
(1) s

Projects Sender Sihisnt

E Pablo Monje Experiment to be approved: PMF_93
CHEM

NewTest ESNET BeEnch EXPETTEni iU De MIeu. co_J

Néine E Gus Bench Experiment Test_75 modified: C11H15NOZ (R1)
Peibol ﬁ Gus Bench Experiment BU_33 modified: C11H15NO2 (R1)
test = i 5

B Custavo Tester Compound supervised: Test_75R1
Testing =
NG a Gus Bench Request to modify compound: Test 75R1

ﬁ Gustavo Tester Compound supervised: (3R)-3-aminoheptan-4-one

ﬁ Gus Bench Request to modify compound: (3R)-3-amincheptan..-one

ﬁ Gus Bench Experiment BU_33 modified: C11H1402 (R1)

B GusBench Experiment Test_75 modified: C11H1402 (R1)

M4 KW 1-250f40 M W M Page:| 1 | of2 RYg

Receiver Pablo Monje Sender Fablo Monje

Subject Experiment to be approved: PMF_53 Entity F

Experiment to be approved: PME_93

The supervisor is allowed to type any comment before approving the experiment (the comment is
mandatory if the experiment has not been approved):

o BOOK Desk  People  Search  Inventory ~  Message id

wain  Etz - PMF_93

= = Status Approved v
LIEREE) -
Sl L1l L L S Fverything is fine. Keep up the good
Status Experiment Supewiszoﬂ flworkd

User

Start 2017-04-20 13:20
End 2017-04-24 13:15
Source

No associated sources A

Bave Cancel

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:

Status

User

Start 2017-04-20 13:30
End 2017-04-24 13:15

If the experiment is not approved, its state changes automatically to "Open®.
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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.

User Pemissions

Experiment permissions

Ll Expe riment withess
The user can be a witness of other experiments within hisfher group.

Inventory permissions
Inventory manager

The user can add new compound botiles. He can also manage locations in the
if Admin i we jt

#| Structure manager
The user can approve modifications in compound structures

Safety manager
The user can manage safety information related to compounds and bottles.

Save Cancel

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:

Compound has associated experiments.
Structure modification will be applied to 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:
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Compound has associated experiments.
Structure 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):

Received Sent Archived
¥ Date
2017-04-26 10:56

Sender Receiver Subject

Peter Atkins Robert Boyle Request to modify compound: (1S,3aS,3bR,9bS, 11..7-0l

MM WM 1-10f1 M L] Page: | 1 of 1 Results: | 25 v

Receiver Robert Boyle
. p ; Forward Reply
Subject Request to modify compound: (15.335.3bR 9bS,11a8)-1-meth._7-olf Entity ) |

[ Original: Proposal =

e HhC
e %
CHy (8] CHy MNH
m m
PN I o~ A4 X

Clicking on the ‘entity' link will allow the manager to validate the changes:

[ BOOK Desk  People  Search
Modification

(18,3a8,3bR,9bS,11a8)-1-methoxy-11a original

Name (15.3aS.3bR.9H Experiment Supervision

Acronym
MF C1sHz2e02
Health/Safety 50

No associated documents

User Peter Atkins,
o Status
HO Select v
Comment Skt
Approved
Not approved
C19H2602 mol
Nomenclature| 4
Bibliography o | Name @8 m Cancel

IUPAC (14
Characterization i

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

Safety Managers

This user can manage safety information related to compounds and bottles. The group manager
can assign these permissions to any existing user (except guests):

User Permissions

Experiment permissions

# Experiment witness
The user can be a witness of other experiments within hisfher group.

Inventory permissions

Inventory manager
The user can add new compeund bottles. He can also manage locations in the
Stockroom if Admin user allows it.

|# Structure manager
The user can approve modifications in compound structures.

l# Safety manager
The user can manage safety information related to compounds and bottles.

Save Cancel

Inventory Managers

This user can manage locations in the stockroom (If the administrator allows it) and add or edit
compounds bottles in the Stockroom section:

User Pemmissions

Expenment permissions

l# Experiment witness
The user can be a witness of other experiments within hisfher group.

Inventory permissions

#| Inventory manager
The user can add new compound bottles. He can also manage locations in the
Steckroom if Admin user allows it.

|« Structure manager
The user can approve modifications in compound structures.

# Safety manager
The user can manage safety information related to compounds and bottles.

Save Cancel
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COSHH

This feature is included in the Mbook PRO and Enterprise packages (it is not included in the Mbook Chemistry

package)

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 exempti

0 BOOK Desk Team Search

Analytical Group - Test
—

ons from the same panel:

Configuration

COSHH Assessment Reports

Group name g Grou..Test

Managers Rubén Lobato, E..ster
Users Documents
NP_10

. Signature and supervision

A supervisor must validate the COSHH assessment

there is no compound or user configuration).

Excluded
Pablo Monje

Users

Benchy User

Benchy2 User

Esther Mestrelab

GuestUser GuestUser <
Gustavo Tester

Pablo Benchy

Pepe Lobato

Rubén Lobato -

Save

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

Stoichiometric table

COSHH assessment must be signed in every experiment

User exemption: Please, move the users you want to exempt
from COSHH assessment to the box on the right (as long as

]

"

Cancel

For user and compound configurations, the setup is somewhat similar:

Pablo Monje
>
7' iz
= Cahfiguration 1 1
Name FEDIU vIuNje COang uration
Username pablo@mestrel...com
Role Group Manager oSl e
Status S . COSHH assessment must be signed in every experiment «
Groups AG+6 | [
A supervisor must validate the COSHH assessment v

Documents |§°

No associated documents g Save Cancel

4
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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:

A//‘ E_El ;'-"B V@ *a

Status ~ .| Spillage/Uncontrolled Release:

User . Safety Officer Evacuate Area Wash Down Area
Start 2020-05-13 10:43

End

Other instructions:

[eWEE 1 ) Process

Emergency Treatment in Case of Contamination or Exposure
Health/Safety 1 B° Heney P
Exposure/Contamination - standard procedures as detailed in list below.
COSHH: assessment pending E
- Mouth, Eyes, Skin Exposure - flush area of contact with plenty of water, contact a First Aids
General documents - Lungs - remove to fresh air, contact a First Aider.
Safety_in_..ture (TestStructure) - If swallowed - contact a First Aider, get details of substance ingested and seek medical atte
- If casualty unconscious - contact a First Aider immediately and call an ambulance
Read and Understood
Bibliography B°
Additional Eo Generate PDF Cancel

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.

Test 1a / PM test ' COSHH ' coshn = PM_35

ol €

Experiment supervision

Status Status Signed
User

Comment
Start 2020-05-13 10:43 oK

End

General @ B

Health/Safety 2

COSHH: pending supervisor's approval

PM_35_COSHH_2020_05_1..1_56

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). If the user attempts to edit the product,
a warning message will appear:
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Warning

approved

Products data are not editable until COSHH Assessment is

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

Team Search

Test 1a ' PM_test ' COSHH ' coshh = PM_3
p(; E‘@ “J.'*B ‘15 ,.:

Status

User . onj

Start 2020-05-13 10:4

End

e Cel 2§ Process

Health/Safety 2

COSHH: approved

IPM 35_COSHH_2020_05_1..1_56 I/

Wk Mature Hazards

“Redimienal Safery Implications o A

At 5

Ware

s

Five TN

T T e ety |
g T

hemical incampatibiies specys

Sseries] ey Pk Wi e85 A
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10 Mbook Analytical

This feature is included in the Mbook Analytical and Enterprise packages (it is not included in the Mbook Chemistry or

Pro packages)

Mbook Analytical is an Electronic Laboratory Notebook (ELN) specially designed for analytical
chemists.

As an analytical chemist, you can manage your entire workflow digitally with Mbook Analytical,
including:

Setting up your laboratory.

Organizing your team.

Scheduling and processing your analytical experiments.

Recording and reporting the results of your analytical experiments.

Developing an end-to-end customer experience by allowing your customers to request
your analytical services and get real-time feedback via Mbook Analytical.

This guide will show you how to get started with Mbook Analytical, which is achieved in three main

steps:

First, you will divide users in two categories: those who request your analytical services, or
clients, and those who provide your analytical services, or analysts.

You will then set up your laboratory by defining which analytical instruments are available
to your analysts and which analytical services are available for your clients to request.
Finally, you will understand the complete lifecycle of a request of analytical services, namely
how analytical services are requested by a client, how they are processed by an analyst, and
how their results are reported in Mbook Analytical.

10.1 Create an analyst

Open the Team panel with the administrator account by clicking on the Team button. There are
two categories of users in Mbook Analytical: those who request analytical services, the clients, and
those who provide analytical services, the analysts.
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Clients Inventory - Configuration

% L +
Team A i
® 17078D ~ | a Name Role
& AdminGroup Analysis Manager Analysis Manager
o Adm!nVaIOSDBW Analysis Manager2 Analysis Manager
:t ngmta::}:gﬂ; Analyst1 Analyst1 Analyst
® AdminVa
& AdminVal260218 analyst10 analyst10 Analyst
o2 AG Analyst2 Analyst2 Analyst
Rubén Lobato Analyst3 Analyst3 Analyst
Esther Mest.ioiab Analystd Analyst4d Analyst
asda sadfas Bench Chemist
Pablo Monje
R TE Benc Test Bench Chemist
ustavo Tester
Eiio Fonch Bench Chemist Bench Chemist
S0 eney Bench Lab Bench Chemist
Pepe Lobato = oo ~ A

Analysts are organized into groups. You will find a list of groups on the left-hand side of the Team
panel. Clicking on any group in the list will display a list of the analysts belonging to that group.
Tip: You can edit a group by double-clicking on it. You can configure analysis result visualization by
clicking on the configuration button.

When creating new analysts in Mbook Analytical, you should consider two particular points:

First, you should assign your new analyst a role. Roles provide analysts with different levels of
access to data.

Add User
Username Pablobasic@mestrelab.com Groups
Password™ ... ‘ Pialyets!
Retype password”  ........
>
Status Active v <
Role* Analyst %
First Name* Selet
Group Manager
Last Name*
Project Manager
Phone Bench Chemist
Guest
5 Ci |
Analysis Manager e

Analyst

The main analyst roles in Mbook Analytical are listed below (from the highest to the lowest levels of
access):

* Analysis managers, who can create users (both analysts and clients), set up the analytical
laboratory (by defining the instruments and services available to analysts and clients,
respectively), and manage the complete lifecycle of a request for analytical services.

* Basic analysts, who can only process analytical services requested by clients.
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Second, the analysis manager needs to authorize the new analyst to process a limited set of
analytical services. Each analytical service requested by a client (e.g, NMR-1H) belongs to a
particular type (1H), which is categorized under a technique (NMR). Analysts can only process those
analytical services that belong to a type they have been authorized to deal with.

On the left-hand side of the Team panel, click on the 'Add user' button to create a new analyst and
given them a basic analyst role and authorization to process any kind of analytical service from the
‘Analysis techniques' tab:

Add User

User Permissions Analysis techniques

Please, select the analysis technigues that can be
assigned to this user
@ [ Nuclear Magnetic Resonance
@ [ Electron Paramagnetic Resonance
@ [ Mass Spectrometry
[J Infrared Spectroscopy

@ [ Elemental Analysis

@ [ Atomic Absorption Spectroscopy
[ Boiling Point

] Melting Point

& O

Save Cancel

The Analysis Manager can configure the requests that can be seen by the analysts (by double-
clicking on the group name and selecting the configuration button):
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. . "
Analysts1 Configuration
Below you can configure when non-analyst requesters can
access to their analysis results
onfiguration
Group name — ||
Managers Charo A2, Eva A ufioz | 2 @ After a document or result is added to an analysis
N (O Atfter each analysis is approved by the analysis manager.
Users Documents
(O After the request 1s approved by the analysis manager.
# 17078 parent - |2
¥ AR Below you can configure the requests displayed to analysts
# CharoProject
® CodeP3 O Only requests with analyses assigned to them.
# DemoRequest
# EstherProject O Only requests in projects they belong to
Generic @ All the requests.
Generic 2
Generic 3 Cancel
(3aneric 4

10.2 Create aclient

Every organization (company or institution) that requests the analytical services you provide is

considered to be client in Mbook Analytical.

You can divide a client into groups (which can be created by the administrator) and include a set of
users, also known as analysis requesters, in each group.

Open the Clients panel (from an Analysis Manager account) and click on the 'Add client button' to

create a new client. Then, include a group, and then add a user (a.k.a. Analysis Requester) to that

group:

o BOOK

Clients

Desk Team

Y

dd Client

CharoClient1
CharoClient2 P
CharoClient3
CharoClientSyn
ClientNone
LegacyClient
Mbook Chem
MyClient
MyClient2
MyClient3

e Pk
@ PabloLab1
RequesterEemail
RPI Client
RubenLah
Rubens
Synth Group
Synthetic C_.ient
SyntheticGus
TestEva 2
Test_Eva
Testing

Add Client

@ Create a new client from scratch
) Create a new client from Mbook Chemistry

CLIENT

Please, | about your client

vide general informatior

Client name”
Short name
Contact person

Contact e-mail

GROUP

Group name” -

Ui

|
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An Analysis Manager can create clients from synthetic groups with the check "Use Analytical
Services" previously activated by a Group Manager. Only users within groups with "Request
Author" permissions (also given by a Group Manager) will have access to the Analytical tab.

Add Client

Details

O Create a new client from scratch

@ Create a new client from Mbook Chemistry

GROUP
Clients are organized in groups of users. Please, select a group of users
from Mbook Chemistry. This will be your client's first group.

Analytical ~

LINKED GROUPS
The following groups share some users with the one you have selected
above. You can add them to your client by checking their names on the list

[ Analyst Group-2

CLIENT
Please, provide general information about your client

Client name”
Analytical Group Eva

Short name
Analytical b4

Save Cancel

You will now need to create a new project (from the Desk panel) for the newly created client:
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Team Clients

Open Projects
= PM
sc

@ Sinteticos

Closed Projects

Add Project

Add Project

Project  Analysts | Requesters I

Client

AG

Groups

Groupd

New Test2
RG
TestStructure
Tut Group

Users

Esther Mestrelab
Gustave Tester
Rubén Lobato

AG
>
<
Requesters
Pablo Monje
>
<

Save Cancel

]

Ensure that the example user you created above belongs to a group with permissions to use

‘Mbook Analytical":
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Edit Group

Group name” Analytical Group - Test

Short name AG

Description

Y
Managers
Eva group manager 3 - Rubén Lobato -
Pepe Carvalho Esther Mestrelab
Santi Dominguez > Pablo Monje
Jean Grey < Gustavo Tester
Helsinn Manager
Tutorial Group Manager i .
Lalcina kanannrd
Users
Blabla Acurrar - Pablo Benchy a
Helsinn Bench GuestUser GuestUser
User2 Bench > Pepe Lobato
Charo Bench < Benchy User
Esther Bench Benchy2 User
Tutorial Bench = ”
Dithan Ranch
I Use Mbook Analytical
Cancel

The group manager will also need to give "requester author permissions" to each user within that
group:
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Edit User

User Permissions

Experiment witness

[ Experiment witness
The user can be a withess of other experiments within his/her group

Inventory permissions

Inventory manager
The user can add new compound bottles. He can also manage locations in the
Stockroom it Admin user allows it.

Structure manager
The user can approve modifications in compound structures and properties.

Safety manager
The user can manage safety information related to compounds and bottles.

Analytical request permissions

Request author
The user can make analytical requests.

Save Cancel

Once you are done, you will find your new client and the group it contains on the left-hand side of
the Clients panel. Click on the plus button next to the group name to see a list of associated users:
the user you have just created should be in this list.

10.3 Create an instrument

You can use the Instruments panel to define which analytical instruments are available for use by
your analysts. In Mbook Analytical, each instrument (e.g., a 200 MHz NMR Spectrometer) belongs
to a particular type (NMR Spectrometer), which is categorized according to its associated
technique (NMR).

You will find a list of analytical techniques on the left-hand side of the Instruments panel:

N BOOK Desk Team Clients Search Inventory + | aboratory ~ Message

Laboratory ~ Instruments Instruments
Go to Instruments section

1 TETVICES —_—
= Nuclear Magnet..ance = Components

= NMR Spectrometer 4 Instrument name Code Status Technique
1050 MHz 1050 MHz Operational NMR
255 MHz 255 MHz Operational NMR
500MHz 500MHz Operational NMR
600MHz 600MHz Operational NMR
T50MHz 750MHz Operational NMR

= Benchtop

Clicking on any instrument will allow you to change its status and add components:
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1050 MHz

5
)4

-
II I—!ﬁ- Add Component |

Name
Code
Status
Type
Vendor
Model

1050 M| Change instrument status at na

NMR Spectro._eter

‘_a 19F

‘_a Al
e

-] A2

10.4 Define your service offer

Select Services from the Laboratory scroll down menu:

Inventory ~

5 Components

:nt name

* Instruments

Go

Message B4

to Services section

Status

Operational
Operational
Operational
Operational
Operational

44

You can use the Services dialog to define the range of analytical services that your clients can
request from your laboratory. In this dialog, you will find a list of service types organized by
analytical technique. As you may remember, each analytical service that can be requested by a
client (e.g., NMR - 1H) belongs to a particular type (1H), which is categorized according to

technique (NMR).

Services

Please, select which analysis technigues and service types will be

available for your analysts and clients

@ [ Nuclear Magnetic Resonance
© M Electron Paramagnetic Resonance

EPR analysis

= [ Mass Spectrometry

Infrared Spectroscopy

[ Inductively Coupled Plasma - OES
@ [ Elemental Analysis

[ Inductively Coupled Plasma - Mass
@ [ Atomic Absorption Spectroscopy

[] Liquid Chromatography

[[] Gas Chromatography

[] Raman Spectroscopy

Boiling Point

Melting Point

1 Polarimetrv

¥ 0

Save Cancel
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In the Services dialog, select the service types that your laboratory can provide. Your clients will
only be able to request analytical services belonging to one of those selected types.

You can add new analysis techniques by selecting ‘Configuration/Service Types' (from the
Laboratory scroll down menu) and clicking on the ‘Add Analysis technique' button:

0 BOOK Desk Team Clients arch Inventory ~ Message &
Laboratory ' Configuration ~ Service types A Instruments
T @.{ Services
Configuration » !E Instrument types
= Nuclear Magnet..ance - Analysrsweenmque ams—— i
HSQC AY Nuclear Magnetic Resonance Service types
31P-NMR AV Electron Paramagnetic Resonance Eq Go to Service types section
TH-NMR AY Mass Spectrometry MS
HHIEC AY Infrared Spectroscopy IR
s Inductively Coupled Pi OES ICP-OES
nductively Coupled Plasma - -
19F-NMR il S
DEPT AY Elemental Analysis EA
13C-NMR AV Inductively Coupled Plasma - Mass ICP-MS
COSsY A Y Atomic Absorption Spectroscopy AA
NOESY iqui romatography
AV Liguid Ch it h LC
Other AY Gas Chromatography GC
HSQC edited AV Raman Spectroscopy Raman
DOSsY AV Boiling Point BP
New DOSY.

10.5 How torequest aservice

The Analysis Manager user can easily request a service from the Desk panel by clicking on the
'create analytical request' button:
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Clients Search Inventory ~ La

Analytical request
General information Health/Safety information Yes No  Unknown
Open Projects reate Analytical request
@ PM 2020-05-22 16:06 Test_15] Reference™ All
& Sinteticos Corrosive
2020-05-20 13:12 Sinteticy Fira 6t Explosion Risk
Bar code
Thermal Runaway or Gas Release
Malodorous Substances
2020-01-16 11:23 PM_A | 3
Quantity Carcinogens
g e Sensitisers
2020-01-16 11:22 PM_A_| Label
Specific precautions
Description
Waste disposal
Select ~
Molecular formula Mol weight
Request information
Closed Projects Group
Select ~
Your sample has no assigned structure
Project
PM ~

Any synthetic client with an "Analysis requester” role will be able to request a service from the
experiment panel or from the stoichiometric table header:

NewP 'NR < PM_38

EEEEE T

Status reate Analytical request
User
Start 2020-05-14 11:36 e e

| NN 9
) Ho—o o
Pmcesse Analytical S Heptane

R1  C4HeBrO; R2  nBuli P1 CoH2004
Health/Safety 6 s°
COSHH: approved Moles Limiing  Equv  Conc Density (g/ml) Pur(%)  Yield (%)
C4HsBIO; (R1 169017 1000 0006 0699 1430 1000 i
PM_38_COSHH_2020_05_1.1_07 2 £ (i
n-BuLi (R2) 64054 0758 0012 0 1600 74 1000 )
PM_38_COSHH_2020_05_2.0_17 Heptane ($1) 100,202 0.237 253 0.684. 990 @@
CsH200: (P1) 192255 2000 0010 1000 879 mm
PM_38_COSHH_2020_05_2.3_31

L]

C4HgBrO; (R1) B|Z|u “‘"‘ﬂﬂ

=|#|—|2|o]

It will also be possible to request a service from the ‘Inventory/Compound DB/Analytical Request'
menu (after having selected the desired compound):
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N BOOK Desk Team Search Inventory ~ Message Ed Analytical

(-)-(1R)-Menthyl (S)-p-toluenesulfinate
& 7

Name (-)-(1R)}-Menthyl._nate
CAS No. 1517-82-4

Compound Stock Health/Safety Experiment

Analytical requests
Acronym

= Completeness
MF Cq7Hp60,8 | 2020-01-02 17:59

Create Analytical request

New 0/3
Bibliography Eo
Characterization go
Verification
2019-12-12 17:45 012

Any analytical client with an "Analysis requester" role will be also able to request a service from the
Desk panel by clicking on the ‘create analytical request' button:

° BOOK Search  Message ‘

Desk

Open Projects nalytical request Code Status Completeness Reference Project User
Hammen 2021-07-13 11:03 New 0/3 New_Test Hammen

By clicking on the appropriate button, the 'Analytical Request' form will be displayed to allow you
to include information about the sample:
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Analytical request
General information Health/Safety information Yes No  Unknown
Reference” All o e o]
Corrosive o 8 ]
Fire or Explosion Risk 4] (@] (@]
Bar code
Thermal Runaway or Gas Release O O O
Malodorous Substances o © o
Quantity Carcinogens 18] Q 18]
9 . Sensitisers o O (@]
Label
Specific precautions
Description
Waste disposal
Select Eo
] i
Molecular formula Mol weight Hequeshinformalion
C9HZ004 192.255
Project
i NewP
y CH.
\'O v _~CHs
)\M —
CH,
e
HiC—0O 0
Cancel

and to select the analysis that you want to request:
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Analytical request

Techniques

NMR

EPR

MS

IR

EA

AA

BP

MP

Experiments
HSQC

31P

1H

HMBC

15N

19F

DEPT

13C

cosy
NOESY
Other

HSQC edited

DOsY

4

+ 4+ 4+ + + + o+ o+ o+ o+

1H (1)

Solvents
CREI3

Add solvent...

Further information

Save Cancel

|

When adding one or more solvents to an analysis, the "Propagate" button will be displayed. By clicked on
this (and accepting the warning dialog that appears), the solvent (or solvents) will be automatically

propagated when adding a new analysis that uses the same technique.

Analytical request

Techniques
NMR

EPR

MS

IR

EA

AX

BP

MP

NMR

Experiments

HSQC

31P

1H

HMBC

15N

105

DEPT

Cosy

-

-

+ 4+ + + + + + + +

TH (1) X
Solvents
CDCI3 X

Do you want to use these solvents in all
'NMR’ analyses? (imporfant: Solvents in
existing analyses will be ovenwritten. )

ACCEPT CANCEL

Add solvent... Propagate...

Further information

The request will appear under the Analytical menu. From this dialog box, you will also be able to

search by request, sample, experiment, or compound:
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By request

Code

Reference

By sample

Reference

Bar code

Label

By experiment

Code

By compound

Name

o BOOK Desk

Analytical requests

Team Search

Inventory ~

4 Date

2020-05-29 16:20
2020-05-29 16:18

2020-02-11 10:50

2020-02-11 10:47

2020-01-29 16:57

2020-01-22 12:20

2020-01-20 14:20

Message i

Go to Analytical Requests section

Code Status Completeness Sample Ref.
0/6 Bla
0185 Samplet
ew 012 EastBottle
From 012 WithoutBottle
p-17078 C_6 Completed 111 Test 17081
New 011 Test 17408
ey 0/4 r

WM K 1250025 W » W

Project
NewP

NewP

Page: 1 of1 Results

Author
Pablo Monje

Pablo Monje

Gustavo Tester

Gustavo Tester

Eva Mufioz

Eva Mufioz

Eva Mufioz

25 v

Pablo Mdj

Structure

O O &
z)\"

e

LY

The Analysis Manager can create requests from the ‘Inventory/Compound DB' tab, and from

‘Desk’.

When an Analysis Manager receives a request, they will need to assign the request to a project and

change the status to 'open’ by clicking on the edit button:

Pabio (P 3 Edit request
Eraject Pablo M v
Status
Completeness 0/5 e pm_4
Reference - e - .
Author Pablo Monje
Group AG | Manager Pablo AnalystManager v
Client AG
Manager Pablo Analy. .ager Comment
Project Pablo M
Request date 2020-06-04 17:23
Start 2020-08-04 17-35
End
%
Details Documents
Cancsl
Structure L

The Analysis Manager will also be able to assign each of the tests to other analysts:
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pv - PM_A_1 !
i
o= Assign Analyses f )
ZAEITe) I
Status Open « | a Technique Creatior Fle2se, Selectan analyst for each analysis below. Raferonce S sian a?i'}g:s*
Completeness 06 = -
NMR - 13C 2020-01 NMR - 13C e
Reference
NMR - HSQC 2020-01 Ruben Analista v
Author Pablo Analy._ager Analysis
Group Analysts1 NMR - 1H 202001 NMR - HsQC
Request
Client LegacyClient NMR - HMBG 202001 Eva Analyst v e
Manager Pablo Analy ager = 3
) NMR - DEPT 202001 NMR-1H Solubilty
Frofct P Pablo Analyst - e
Request date 2020-01-16 11:22 MS - El 2020-01 -
Refereng
Start 2020.01-16 1122 NMR -HMEC
End Esther AnalystManager ~
Analysis
Health/Safety 7 NMR - DEPT
Charo Analyst v
Instrume|
Details Documents MS -El =
Structure RubenLohai "I Conclusi
Result
Save Cancel =
CH, EAa
l Details

Clicking on the plus button will allow you to add additional analyses to the existing request:

Add analyses
[ S@Ewms

Reference  Resuit
=q Confirmed
Not Assigned
o Structure Confirmed
Analysis informati

The Analysis Manager associated with a particular request can be changed by using this button
from the 'request panel’

Status j Change analysis mina?_er Technique
Completeness 2/2 NMR - HSQC
Reference
NMR - 31P
Author Rubén Lobato
Group None
Client ClientNone
Manager Ruben Lobat. .dmin
Project Sinteticos
Request date 2020-05-22 16:06

The analyst could edit the status of the request by clicking on the 'Edit request’ button (clicking on
the bin icon will cancel the request):
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4 Technique

NMR -

NMR -

NMR -

NMR -

NMR -

NMR -

HsQC

1H

13C

HMBC

DEPT

cosy

Creation date
2020-06-01 14:10

2020-06-01 14:10

2020-06-01 14:10

2020-06-01 14:10

2020-06-01 14:10

2020-06-01 14:10

Analyst
Pablo Analyst

Pablo Analyst
Pablo Analyst
Pablo Analyst
Pablo Analyst

Pablo Analyst

Status
Assigned
Assigned
Assigned
Assigned
Assigned

Assigned

Reference

Edit Analysis

Status Completed
Instrument” 500MHz
Reference

Result” QK

Conclusions

Start 2020-06-01 14:12
End

Scrolling down the panel will all

Details

A(d) |8 (d)
8

E(d)
8.62 | 7. 2|

G ::.,|
san

|F tade) || H (m)

573

2

13000

17000

ow you to attach documents to the results:

Pablo Analyst ~

2020-08-01 14:21 / 2020-06-02 13:20

1 w

6
1 (ppm)

16000

15000

iy Reference
13000 =

12000

. Analysis date
10000

900 Instrument
8000 Magritek

7000

H6000 Conclusions
e Result

4000 oK

3000

2000 Details

1000 5

0

i PDocuments 1

NMR
iz |

™

Clicking on the 'request report
results’:

button will generate a PDF with the 'analytical request' or 'analyses
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Brats Reguest F?p?n ! Technique

Reports I

Completeness ar6 NiliE. BERT Please, select the report type you want to generate:
o __ (O Analytical request @ Analyses results
NMR - HSQC
Author Pablo Analyst
Group AG NMR - 1H ;gi)repon provides the current results of the analytical request (file format
Manager Pablo Analy..ager E
NMR - HMBC Report subtype
Project PM
NMR - 13C o
Request date 2020-06-01 14:02 AL Chem. Soc
Start 2020-06-01 14:05 NMR - COSY Analyses
End [ Include rejected analyses
[ Include cancelled analyses
Details Documents
Attached documents
Structure v NMR - 1H
1H
¥ NMR - 13C
Molecular Formula 130
i Cancel

The Analysis Manager can approve or reject an analysis and include a comment after clicking the

appropriate button:

[—
alysis
Status Reference  Result
Please, click on the "Save' button below to approve this
Approved Confirmed  anpalysis and show its result to synthetic chemists.
Completed Structure Cc Analysis
NMR - 15N
Not Assigned
Comment
it Let's do ihjs expariment!
Not Assigned
Not Assigned
Not Assigned
4
Not Assigned
Not Assigned Canedl
500MHz
Conclusions
Result

Once the request is approved by the Analysis Manager, a confirmation email will be sent to the

request originator.

A chemistry user can decide to publish (or not) their analytical results under the process tab of
their experiments by clicking on the button to Publish their analytical documents (Option available

under experiment or request tabs):
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Status

Approved

Analysis information

Requester comment
Solubility

Reference
VeryRef

Analysis date
2020-01-20 13:59 / 2020-01-31 14:50
Conclusions

Result
Tesl_Finish

Details

Documents | 2

NMR
MS_Zip

NMR_Zip

Test_14289  NewReactions = GT_59
P o A T ¥3] % i
7 Eg e (N5 b
Status
Request Tab User Experiment Tab
Start 2020-01-17 11:00
End a, ch,
,O/
General 3 Analytical 1 He
Source a
o| R CgHyg0;
Monitoring B

ish analytical documents

C3H1p0z (R1)

C11H120 (P2)

Verification Va @ m

CsHizNy0,S (R2)

CgHqzNNaSiz (R3)

Cs3C0; (R4)

THF (S1)
Verification 1 Cy1He0 (P1)
Additional B° | cutuoP2)

10.6 Search Requests

The Analysis Manager can use the Desk panel to display the requests for each project. Clicking on
any of the projects will display the requests belonging to that particular project:

Laboratory ~

o BOOK Team Clients  Search Inventory ~
Desk
A = * i+
N = o Jf [k
Open Projects 4 Date
= PM 2020-06-01 14:02
PM_A1 2020.01-16 11:23
PMA2
PM_A3
= 2020-01-16 11:22
@ Sinteticos

Code
PM_A3

PM_A_2

PM_A1

Status

Assigned

Assigned

Assigned

Completeness
3l

o4

Pablo AnalystManager ~ *

Sample Ref. Project Experiment Author Structure

Pablo_June_2020 PM Pablo Analyst

PM2 PM Pablo AnalystManager m/l
4

Pyt P Pablo Analysthianager

You can use the filter tree from the Desk panel to filter your analytical requests by time period or

by status:
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Desk .
Filter Tree
Filter tree
Open Projects | Date Time
= PM 2020-0
4 Start 2020-05-10 End 2020-06-01
PM_A 20200
PM_A_2 Status 0
PM_A_3 _—
2L 2020-0
0 =
@ Sinteticos i a
Assigned
Completed
Cancelled (W)
Approved
Rejected (W
Closed Projects Apply Clear Cancel

You can also use the Search tab to search the requests according to different fields:

o BOOK Desk Inventory ~  Laboratory ~  Message &4 Pablo Analy)

Search
S - | aDate Code Status Completeness  Sample Ref. Project Author Structure
202006011402 PM_A3 AEgE 216 Pablo_June_2020 e Pablo Analyst
Code
2020-05-29 16:20 /6 8ia Pablo Monje nes e
Reference P N N
2020-05-29 16:18 /5 Samplet Pablo Monje nes o
By sample S
P— 2020-05-15 13:48 01 Analytical Rubén Lobato ) :e
Bar code f
202005-1411:18  GR_28 = 0/3 StatusRequest GusRequests Gus Manager2
Label 202005-1411:13  SPT3 i 0/2 GusAMReq SubProjectt Gus AM
2020-05-1112:48  EstherProject 5 open 01 ref2 EstherProject Esther AnalystManager
Molecular
Formula 2020-05-11 11:29 0/2 TestReference Gus Manager2
By structure P - | 2005081233 oR 7 nssigned 014 TestAssign GusRequests GusAM
Clear WO K 12501388 M W M Page: 1 of16 Resuls 25 v

You can configure the analysis result visualization by double clicking on the group name and
selecting the configuration button:
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Analysts1

Group name
Managers

onflgwatlw

Charo A2, Eva A ufioz

Users Documents

@ 17078 parent
® AR

® CharoProject
® CodeP3

® DemoRequest
#® EstherProject
Generic
Generic 2
Generic 3

Generic 4

2

2

Configuration

Below you can configure when non-analyst requesters can
access to their analysis results

@ After a document or result is added to an analysis
(O After each analysis is approved by the analysis manager.

(O After the request is approved by the analysis manager.
Below you can configure the requests displayed to analysts
() Only requests with analyses assigned to them.

O Only requests in projects they belong to.

@ All the requests.

m Concl

© 2022 Mestrelab Research S.L.

125






Further information

11  Further information

More information: http://resources.mestrelab.com/category/resources-by-product/resources-

m k-r rces-by-pr t

Support: http://mestrelab.com/learn-support/
FAQs: https://r rces.mestrel

Download this manual in pdf: h
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https://mestrelab.com/pdf/manuals/mbook/Mbook-3-0-Manual.pdf

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.




