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INTRODUCTION

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

(§ BIOCONCENTRATION FACTOR
9 SKIN SENSITIZATION
——/ MUTAGENICITY
CARCINOGENICITY.
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DEVELOPMENTAL TOXICIIY,

In order to make these models accessible and easy to useadased application
package has been developed in collaboration witdevelopers ofDragon
AGDesiger, Mr. Davide BigorandDr. Todd MartifUS EPA)

This package is dividedtwwo parts

e The server side applicationshese programs are not directly accddsiand
visible to the eneuser and are devoted to calculations amugeneral, to data
elaboration;

e The client application this is the part ofthe application which the user
interactswith. It consists of graphic interfacédrom which the user can select
the molecules to submit and from which it is possible to visualwksave the
results of thepredictionsfrom the models

Client

In the next pages you will find a brief overview of the functionalities of the
application developd for theBioconcentration FactoBCHendpoint.




IMPORTING THE MOLECULES

The firststeponce the applicatiomasstartedisto import the moleculef interest in
the application. There are two main watp do this:

e Single SMILES loadinthis allows the user to manually add SMILES just by
typing them in or by copying/pastinghem in the appropriate text field and
then pressing the LOAD button

p g LOAD

e Loading molecules from fileghis is useful to import a lot of molecidat the
same time.The softwares 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. IMPORT STRUCTURE(S)
l\ FROM FILE _)

After the load/import, the SNLES of the molecules are showmnthe table and it is
possible to view the 2D represtation of a molecule just by moving tthe
respectiveline in thewindow.




