
 

An example of nano-QSAR based on the quasi-SMILES 

 

 

Here the special version of the CORAL to build up a model of 
membrane damage caused by TiO2 nanoparticles under different 
conditions is represented. 

 

Detailed description of this system quasi-QSAR (nano-QSAR) is 
available in PDF of article placed in this folder. 

In order to check up the system please do the following: 

1. Enter in folder “(12)-quasi-SMILES-for-nano-QSAR”; 

 

 



 
2. Run CORALSEA.exe 

 
3. Click “Load method” 

 
 
 
 
 
 
 



4. Click “Phase 2: Building up preferable model (T*,N*)” 

 
 

5. Insert Threshold =2 

 



6. Click (i) “Continue”; and (ii) “YES” 

 
7. Technical details for the obtained model you can find 

according to description from ReadMe.pdf 

 


