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Several models have been developed under the CAESAR project for the five chosen 
endpoints relevant for REACH legislation: 

 

 

 

 

 

In order to make these models accessible and easy to use, a java-based application 
package has been developed in collaboration with developers of Dragon, 
AGDesigner, Mr. Davide Bigoni and Dr. Todd Martin (US EPA). 

 

This package is divided in two parts: 

 The server side applications: these programs are not directly accessible and 
visible to the end-user and are devoted to calculations and, in general, to data 
elaboration; 

 The client application: this is the part of the application which the user 
interacts with. It consists of a graphic interface from which the user can select 
the molecules to submit and from which it is possible to visualize and save the 
results of the predictions from the models. 

 

In the next pages you will find a brief overview of the functionalities of the 
application developed for the Bioconcentration Factor (BCF) endpoint. 
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The first step once the application has started is to import the molecule of interest in 
the application. There are two main ways to do this: 

 Single SMILES loading: this allows the user to manually add SMILES just by 
typing them in or by copying/pasting them in the appropriate text field and 
then pressing the LOAD button. 

 

 Loading molecules from files: this is useful to import a lot of molecules at the 
same time. The software is able to accept two file formats: SDF and multiple 
SMILES. The multiple SMILES format is a text file that contains one SMILES for 
each row. 

 

After the load/import, the SMILES of the molecules are shown in the table and it is 
possible to view the 2D representation of a molecule just by moving to the 
respective line in the window. 


