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THE PROJECT

Sept 2018 - June 2023

Evaluate the potential impact of CS in the 

EU by exp + in silico

A big network of systems offering non-

testing methods (NTM) useful both for 

authorities and industries.



THE IN SILICO MODELS IN A NUT-SHELL
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HUMAN EXPERTS 

have identified                              

LINKS between 

STRUCTURE and 

TOXICITY

ASHBY identified a list of RESIDUES for GENOTOXIC EFFECT
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THE IN SILICO MODELS IN A NUT-SHELL

Read-across

It is a method of filling in data gaps 
for a substance by using surrogate 
data from another substance.

Chemical Categories

A group of chemicals that have 
some features that are common 
(structure, property, behavior, 
functionality)



Seven Reasons to use QSAR
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Innovation 

Time for experiments

Occurrence of enough laboratories/resources

Reduction of costs

Use of animals

Prioritization needs

Pro-active approach for greener chemicals



01
Policy landscape.

EU chemicals regulation, the so-called REACH regulation.

02
Non-testing methods - NTMs

• Alternative methods to protect environmental and human health 

• Non-testing methods (NTMs) 

• Impact of substances

03
REACH experimental data

Since May 2018, a huge amount of REACH experimental data has become 

available, which can be better exploited, especially through NTMs.

04
Integrated network of systems

VEGA, the Danish (Q)SAR Database, OCHEM and AMBIT are the main 

components of this new network offering an improved version of these tools for 

the in silico and read-across evaluation of chemicals.
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Results

The network offers more than 450 in silico tools

42 new in silico models

A new tool for grouping

Updated version of read-across tools, freely available and user-
friendly 

New strategy integrating the results of read-across and in silico
models (weight-of-evidence).
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Upgrading of VEGA (QSAR), 
ToxRead (read-across) and 
ToxWeight (weight-of-evidence)  
softwares.

Developing of a web-based 
gateway to guide users to 
integrate data from VEGA, 
OCHEM, AMBIT and Danish 
(Q)SAR, Database.

3. Integrated
system

A wide range of strategies, 
including the website, 

workshops, training,  will be 
adopted. 

6. Communication and 
dissemination

2. Upgrading existing 
softwareExtraction and evaluation of 

registered substances data from 
AMBIT and of literature data 
from OCHEM

1. Extraction and evaluation 
of data

Evaluation of the suitability 
of computational tools for 

modelling REACH endpoints.

4. Case
studies

Improved access, 
compliance with 
IUCLID scheme of 
NTMs. Socio-
economic impact 
evaluation.

5. Evaluation of the project 
impact 

PROJECT ACTIVITIES



Does anyone have any questions?

hiips://www.life -concertreach.eu/

THANKS

giuseppa.raitano@marionegri.it


