™ ProtoPRED

QUICK MANUAL

Welcome screen

P ProtoPRED

‘1[
ProtolCH ProtoREACH ProtoPHYSCHEM ProtoTOX ProtoECO ProtoADME ]

ProtoPRED is a computational platform allowing the easy, fast and user-friendly prediction of different properties of chemical compounds,
including regulatory endpoints and others, such as:

* Physico-chemical properties

« Pharmacokinetics properties (ADME)

* Human toxicity

+ Ecotoxicity

ProtoPRED uses proprietary QSAR (Quantitative Structure-Activity Relationships) models, These models are widely applied in different sectors, such
as cosmetics, pharmaceutics and chemicals, to predict a broad-spectrum of properties of industrial and regulatory interest.

Qur wide library of proprietary models are grouped in different modules, based on the type of property. User can select the model(s) that best
match their requirements.
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Log in screen
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LOGIN DATA

Do you want to request information or register? Please Contact us
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@ Switch between ProtoPRED
modules

@ Contact form
@ Log in/log out

@ About section (manuals, contact
information and more)

@ Switch language

@ Access ProtolCH (as an example)

© 2023 ProtoQSAR SL. All rights reserved.



™ ProtoPRED

QUICK MANUAL
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@ Insert molecule(s). Choose one of

} ProtolCH Tl e 042 ks
the following options:

INPUT MOLECULE(S) : I[.)oad file e

raw molecule
* Insert SMILES
* Insert CAS

O Load file @

Examinar.. Mo se ha seleccionado ningan archivo.

Accepted file formats: xlsx, csv, B, cas, smi, mol & sdf (Example files) @ Edit SMILES/retrieve SMILES

from drawing

Jozlod @

© Draw molecule Include addicional information

about the molecule:
* EC number
* IUPAC name
* Structural formula

O Insert SMILES

=l ||

@ Select endpoints
© Insert CAS Number

Structure check. Verification of
structure(s) consistency is
performed

Retrieved SMILES from CAS Number T (&) Run prediction

@ Access user profile

Include addicional information {CAS, EC Numbes, IUPAC Name and Formula)

MODELS INCLUDED IN THE STUDY [10 tokens]

QSAR model for mutagenicity (Ames) Model's standardized report .!.
Benigni-Bossa Mutagenicity rules (Ames) Models standardized report ¥,

Carcinogenicity cohort of concern profiler

© 2023 ProtoQSAR SL. All rights reserved. 2



™ ProtoPRED

QUICK MANUAL

Results screen (ProtolCH)
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™ ProtolCH

This information will be included in the QPRF reports. You can edit it befor= submission

Name*

[ username

Address™

CEEl-Valencia Benjamin Franklin, 12, 46980 Paterna

4

Phane*

[ +34960 83 06 58

E-mail*

Additional comments about the prediction

Type here the additional comments

l, protopred@protogsar.com

Statistical (QSAR) Mutagenicity (Ames test)

The default user contact data can be madified in the user section (click in
your username, at the top of the page). Uncheck the option to update
this information everytime you submit a QPRF,

Chemical Structural Experimental | Predicted Applicabilit
1D name EC number formula CAS SMILES walue™ value Reliability domain™
0_CCCCC - - - - CCcCc MNon- MNon- 02.44% Inside

mutagenic mutagenic (Tanimoto)
< >
* Experimental values are provided when available.
** The AD is determined by different methods, The most suitable method is indicated.
Benigni-Bossa Mutagenicity rules (Ames)
ID Chemical name EC number Structural formula | CAS SMILES ALERTS SUMMA
0_CCCCC - - Cccccc NO ALERTS
DETECTED
< >
Carcinogenicity cohort of concern profiler
CoC ALE
ID Chemical name EC number Structural formula | CAS SMILES SUMMARY
0_CCCcC - - - cceccc NO ALERTS
DETECTED
< >

@ Get prediction reports in PDF

- Change user information

(optional)

(B)* Add additional comments
about the prediction
(optional)

* Get reports

® Get results table in xdsx format.
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