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Access the following web-servers to compute molecular descriptors: MoDel and e-dragon
MSD is one of the topological descriptors, and it is the mean square distance index also called
Balaban; BELe5 is the lowest eigenvalue n. 5 of Burden matrix/weighted by atomic Sanderson
electro-negativities; JGI9 is the mean topological charge index of order 9; DF040m and RDF010e
Molecular | 101514 to the radial distribution function (RDF) descriptors: In these descriptors (RDF040m and
Descriptor RDF010e) weighting schemes are the atomic masses and the atomic Sanderson electro-negativities
respectively, that show the mass and the electro-negativity of the molecules play a main role in these
descriptors; (C-008, C-026, N-075) belong to the atom-centred fragment descriptors that describe
each atom by its own atom type and the bond types and atom types of its first neighbours; The C-008,
C-026 and N-075 descriptors, represent CHR,X, R-CX-R and R—-N-R/R—N-X respectively.
Ref QSAR study on melanocortin-4 receptors by support vector machine. European Journal of Medicinal
eirerence
Chemistry 45 (2010) 10871093



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

