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Mbook

10 reasons why synthetic chemists

should look no further



e Alittle bit about Mestrelab
 Introduction to Mbook
e How does Mbook use ChemAxon tools

e Other integration opportunities
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About Mestrelab

* Spanish software developer focused on processing and analysis of analytical data (NMR,
LCMS, GCMS, UVIR, VIS, RAMAN, etc

*  Founded in 2004, sales offices in US, UK and Switzerland

* Areas of work include signal processing, mathematical analysis, artificial intelligence, etc.

* 120,000 users globally, mainly for NMR

* 35 people headcount, 25 developers, 35 people in the development and applications team

*  Evolution from analytical data processing to management and storage, to ELN
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About Mbook

So, what is Mbook?
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#1 Designed for synthetic chemists

* |fyou are recording synthesis, Mbook is ready to use off-the-shelf
* No time consuming customization or complex set up
* Replicate your paper workflow on a digital environment

* No learning curve
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#2 Web based and native on iOS and Android

* Use Mbook on your web browser of choice

* Noinitial or updates installations, no maintenance

* Take your chemistry with you everywhere, with the only ELN with native
iOS and Android versions.




Don’t let the deployment mode
% define the tool you are going to use

Choose the convenience of cloud

or the further control of in-house




#4 Analytical data integration

Mbook can process and analyse your analytical data, and store
results for review and interaction at any time
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#5 Preloaded compound database

bOOk Desk People Database ~

* QOver 2,700 common

reactants and solvents

loaded and searchable
& jEme from day one, including
CW_) ij: Health & Safety data
nnnnnnnnn AR ANFE AR I CACNIT :“jf: sheets

- o = )
o O N -

& * Huge time savings on

compound loading
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#6 Integrated inventory

Mbook implements an inventory function, allowing you to track the location
and stock levels of all your reactants, solvents and products.

Make sure you don’t have to buy an inventory solution after you buy your ELN

"bOOk Desk People Search Inventory - Message

Tetrahydrofuran
/‘ Compound Invento Experiment
7 P ry P
i
Name Tetrahydrofuran +
g 1234567890128
Acronym THF
MF CyHgO Supplier Status Batch number Remaining (Initial)
Health/Safety @0 E-'EI Sigma-Aldrich Available asdfgh 3253 L (10.000 L)
109-99-9 E-'El Test Supplier Availahle BA123 150.000 mL (200.000 mL)
M3DS3 Va m E"El Test Supplier Available BA234 400.000 mL (500.000 mL)
E_'EI Acros Available Batch245u 2416L (2.500L)
E_'EI Acros Finished Batch250d 0.010L(1.000L)




@
#7 CFR21 Part 11 compliant i

Gives you the peace of mind that your Intellectual Property is safe, readily
searchable and will stand up if challenged.

Currently undergoing certification
¢ 4§£%i g T‘:’!r‘.
Iy | CFR21 O C

Part 11
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#8 Open data export

You can export your Mbook data to an easily parsable, JSON based format. Do
not allow your data to be kidnapped in an application which does not allow you
to export (in development).
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Mbook can be easily interfaced to and from third party applications for

#9 Open application

interrogation and data loading or retrieval (in development).
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#10 Suitable for Research or manufacturing

Mbook supports the transfer or research results into manufacturing SOPs,
therefore supporting knowledge transfer from R&D to manufacturing.
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Responsive Web Interface

» Besides a great new appearance, Mbook can now adjust to your screen size
optimising the available display space

Statyg
User
Stan
Eng
RE'E'E‘"EES
Chara, erizatio
VAL1_1
13¢
H 7 @ D)
AZor 7 @ @
HSQc 7 @ D)
Masg K @ @
7z @ 0]
Coh,
140; (pq
d 1299 30.00g
8217 %
7568
Bilez J [ S1o04 1240
LU ™ 50009
s
| = |
SEJE )




M

Analytical Viewer

» Visualization tools are now integrated within Mbook. Spectral zooming and
panning for review can be done directly from the ELN.
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Marvin JS used as drawing package

Marvin JS works as a widget and provides functionality to:
Draw structures

Import structures from 34 party tools

Open structure files (.mol, .sdf, etc.)

Support for salts, metallic complexes, etc |77, "o e @ > c x 8 6 a = & w

(Name, Acronym, Molecular

Formula,...) 7/ H3C

Cc
Code 4 \N
N
(CAS No., MDL No., Code,...)
Stock + 0
(Batch number, Catalog ref....) = S
Show as:

Default ¢
VerificationTes! I p

g O 0 0 0O




Marvin JS for naming

Marvin JS generates IUPAC name from molecular structure, which can be used
automatically for experimental write up, etc.
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Migration from 3rd party tools

ChemAxon tools allow us to support migration from existing ELNs to Mbook
(Marvin, JChem, Structure to Name and Name to Structure)

3 bbook lmporte - s
! Help F

Indicate the path for importing:

Eicharo\docimbookiissues\6558 PerkinElmertest Select Load files
. ] .3 Manage compounds X
4 experiments loaded.
Loaded Experiments:
View all View incorrects one Select project: Found compounds: Filter by: | All -
| ] ; ) f
Project Jeaction Eeperiment s Name Formula MW Mol File Coincidents Modified
Helio HF11 HF11-005 Molecules not assigned -
Helio HF11 HF11-057 Incorrect file load BENZALDEHYDE B GHs0 106124 |V 1
¥] | Ronald it ANT-001 Correct 4-methyl-1,2-dihydronaphthalene Exlg 144217 [/ 0
Ronald RN RN1-004 Molecules not assigned
i 3-(propa-1,2-dienyl)oxazolidin-2-one CgHzNO, 125127 | 0
C49HE8AUCINO3P-FoSb CagHgoAuCIFsNO5PSh 1218.213 0
(2)-3-((8b-methyl-2,2a,3 4-tetrahydrocyclobutala... Cy7HgNO; 2609344 v 0
(Z)-3-{(10b-methyl-2-phenyl-4,4a 5 6-tetrahydro... CoaHasNO; 375468 v 0
3-((Z)-((25 4aR,10b5)- 10b-methyl-2-phenyl-4.4a,... CoaHzsNO; 375468 v 0
A - mixture of products, among them the minor ... A - mixture of produ... 0
& 2 CH2CI2 CHaCl2 3
| 4 experiments, 1 marked. k
DCM DCM 1
[ Result revision: U | | tris(2,4-di-tert-butylphenyl) phosphite (P3L3-CA... tris(2,4-di-tert-butyl... 0 )
PHASE VALIDATION 3
| Molecules list to solve (use Manage molecules button):
- CA9HBBAUCINO3P-FESh . . . - Map Mbook d G 1 d cl
| - A- mixture of products, among them the minor diasterscisomer of (2+2+2) and the (2+2) products Mote: Compouns with 0 coincidents are created in Mbook ap Mbook compoun Offect compoun ose
| -cHzce
- DCM

| - tris{24-di-tert-butylphenyl) phesphite (P3L3-CAJA SECA)
- (Dimethyl sulfide) gold (1} Chloride (P3L2-CAJA SECA)

| - C42HE3AUCIOZP
- Taluene b
|| Manage compounds Generate report | | Validate | | Import | | Close



» We have implemented a structure verification tool which runs the powerful
Mnova Verify module in the background as part of our ELN workflow
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Next integration steps

» The next step is to use ChemAxon tools to support one-click registration
from our ELN (Communication from Mbook to ChemAxon CompReg)
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3rd party ELNs and registration systems?

» These tools are also potentially available as modules for integration in other
3"d party ELNs and registration systems

wgs:- '-u/;a ) : Register
s — QC based on =
—\¢ e analytical data o Match
Validate
Web spectral Mnova ELN

viewer Connector
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