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4’5 di-substiuted biphenyl acetic acid molecules
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Access the following web-servers to compute molecular descriptors: MoDel and e-dragon
Chemical potential (u): a useful global index of reactivity in atoms, molecules and clusters. f: a
Molecular | single value around each atomic site that characterize the atomic contribution in a molecule.
. +
Descriptor logCPE% refers to the anti-inflammatory activity. £}, f£, and i—‘j (k=3): weighted nucleophilic frontier
k
electron densities on atom 3, weighted electrophilic frontier electron densities on atom 10 and relative
nucleophilic chemical potential on atom 3, respectively. r: the correlation coefficient. g°: the cross-



http://jing.cz3.nus.edu.sg/cgi-bin/model/model.cgi
http://www.vcclab.org/lab/edragon/

validated correlation coefficient using leave-one-out (LOO) method. o: the standard error. F: F-test

value.
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