
 

The main idea of the Las Vegas algorithm used here [1] is to perform several trials (10 by default, maximum 30 can be implemented in one cycle) of 

optimization for different splits into an active training set, a passive training set, a calibration set, and a validation set. In this case, the best split for 

the calibration set is remembered. Below is an approximate scheme for using the Las Vegas algorithm for compounds with some biological activity.  

We thank Professor Veselinovic for the idea to use the Las Vegas algorithm for the CORAL software. 

 

  

Run the program (CORALSEA.exe) and click where the   pointer is   

  



click where the pointer is  

  

  

 



click where the pointer is  

 



click where the pointer is  

 



click where the pointer is  

 



click where the pointer is  

 



click where the pointer is  

 



click where the pointer is  

Please wait until the calculation is finished  



click where the pointer is  

 



click where the pointer is  

click where the pointer is  



click where the pointer is  

 

  

  



click where the pointer is  

run the program and click where the pointer is  



click where the pointer is  

 

  

  



click where the pointer is  

add ‘LV’ to the file name and click where the pointer is  



click where the pointer is  

   



click where the pointer is  

  

   



click where the pointer is  

   



click where the pointer is  

  

 
  

  



 

Please wait until the calculation is finished and click where the pointer is  

 

  

  



 

click where the pointer is twice 1.Load method; and 2 Import of current model  

 

  

  



 

click where the pointer is to check model on validation set  

   



 

  
Reference  
1. Toropova A.P., Toropov A.A. The coefficient of conformism of a correlative prediction (CCCP): Building up reliable nano-QSPRs/QSARs for endpoints of nanoparticles 

in different experimental conditions encoded via quasi-SMILES (2024) Science of the Total Environment, 927, art. no. 172119, DOI: 10.1016/j.scitotenv.2024.172119  

 



 

December 13,2024 

There are two changes in this version of the program. 

First, the Las Vegas process is controlled by two parameters: the number of samples (tests) and the percentage of object movements between the 

active training, passive training, calibration and validation sets. 

 

 



 

Second, the data on correlation weights are now presented in two files, for example, Ws3-1.txt and Wv3-1.txt instead of the previously used w3-

1.txt. 

Ws3-1.txt this is statistics, that is, the distribution by sets and the corresponding development into active and passive attributes; 

Wv3-1.txt these are directly the numerical values of the correlation weights for calculating the optimal descriptor 

 


