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Hi, 
It is incredibly useful to use Matched Pair analysis for interpreting SAR.
Please could you consider adding Matched Pair Analysis to Data Warrior using the algorithm by
Hussain and Rea. Reference below.
The output ideally should have 5 structure columns (as canonicalised smiles):
Molecule_Left, Molecule_Right, Fragment_Left, Fragment_Right, and Context.

This then becomes a very powerful tool to analyse the dataset.

* Jameed Hussain, Ceara Rea, J. Chem. Inf. Model., 2010, 50, 339348 

Thanks,

Simon.

Page 1 of 1 ---- Generated from openmolecules.org Forum

https://openmolecules.org/forum/index.php?t=usrinfo&id=731
https://openmolecules.org/forum/index.php?t=rview&th=373&goto=930#msg_930
https://openmolecules.org/forum/index.php?t=post&reply_to=930
https://openmolecules.org/forum/index.php

