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Access the following web-servers to compute molecular descriptors: MoDel and e-dragon 

Here, n stands for the total number of compounds in the training set, F signifies the ratio of variance 

explained by the model and the variance not explained by the model. Larger the value of F means 

better models, while the values below 1 means that the model is completely useless. Descriptors refer 

to the minimum partial charge for a N atom (Zefirov=s PC), minimum total bond order (>0.1) of a N 

atom (QC1), atomic orbital electronic population (QC2), SaaN (E-state index) and Minimum valency 

of a H atom (QC3). 
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http://jing.cz3.nus.edu.sg/cgi-bin/model/model.cgi
http://www.vcclab.org/lab/edragon/

