
TOY EXPERIMENT WITH CORAL 

 

 
 
Click (run) CORALSEA.exe 
 

 
 
File #TotalSet.txt contains toy dataset for simple experiments. 
 
Click Split #TotalSet.txt into A,P,C, and V 
 



 
Click Load 
 

 
 
 
 
 



 
Click Do distribution 

 
 
Click Save files 
 

 
 



 
 
You have obtained in the folder the following files 
 

 
The TrainingSet.txt contains Active training set; Passive training set; Calibration set; and Validation 
set.  
Each the above subset has a defined task. The task for the active training set is to calculate correlation 
weights, which give as large as possible target function (in the first approximation it is a correlation) 
between experimental and predicted endpoint for the active training set. The task for the passive 
training set is inspection: whether these data give reasonable correlation coefficient for the similar 
compounds in the passive training set. The task of the calibration set is to detect the overtraining. The 
task for the validation set is the final estimation of the predictive potential of the model. 
Now, click Load method 

 
 
If you want change method do it but after click Save method. 



In order to build up a model click Building up a model E=C0+C1… 
 

 
 
Insert Threshold value (it can be 1, or 3, or 7, … max=29 ) and click Continue 
 

 
 



Click Yes (Click  Don’t show optimization if you want get result fastly).  
 

 
Click “Save Model” 
In order to check status model for validation set click CORALSEA.exe again 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 



 
Click Load Method -> click “Import of current model” 
 

 
In order to consider model for validation set click “Start of DCW and Endpoint…” 
 

 
Click OK 
 



 
 
In order to study obtained results read files 
W5-1.txt (correlation weights) 
M5-1.txt (detail of model for active training set (+), passive training set (-), and calibration set (#). 
#ModelForValidationSet$.txt contains some details on model for validation set.  
 
Now you can repeat these calculation for you data inserted to #MyTotalSet.txt. 
Also, you can do copy in folder “MyCORALSEA” and carry out different experiments vary options. 
 
Description of routine detail you can find in ReadMe.pdf as well as in publications (see . 
http://www.insilico.eu/coral/PUBLICATIONS.html).  
 
 


