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This tutorial simply collects some references of relevant general papers on the molecular descriptors.

» Bonchev,D. (2005). My Life-Long Journey in Mathematical Chemistry. Internet Electron.J.Mol.Des.,
4, 434-490.

»  Ertl,P. (2000). Web-based Chemoinformatics for Bench Chemists. Drug Discovery World, 45-50.

» Estrada,E., Paltewicz,G. and Uriarte,E. (2003). From molecular graphs to drugs. A review on the
use of topological indices in drug design and discovery. Indian J.Chem., 42A, 1315-1329.

» Estrada,E., Molina,E. and Perdomo-Lépez,l. (2001). Can 3D Structural Parameters Be Predicted
from 2D (Topological) Molecular Descriptors? J.Chem.Inf.Comput.Sci., 41, 1015-1021.

» Gozalbes,R., Doucet,J.P. and Derouin,F. (2002). Application of Topological Descriptors in QSAR
and Drug Design: History and New Trends. Current Drug Targets - Infections Disorders, 2, 93-102.

»  Katritzky,A.R. and Gordeeva,E.V. (1993). Traditional Topological Indices vs Electronic,
Geometrical, and Combined Molecular Descriptors in QSAR/QSPR Research.
J.Chem.Inf.Comput.Sci., 33, 835-857.

»  Kubinyi,H. (2002). From Narcosis to Hyperspace: The History of QSAR. Quant.Struct.-Act.Relat.,
21, 348-356.

» Randic, M. (1996). Molecular Bonding Profiles. J.Math.Chem., 19, 375-392.

» Randic,M. and Trinajstic,N. (1993). In Search for Graph Invariants of Chemical Interest.
J.Mol.Struct., 300, 551-571.

» Randic,M. (1990). The Nature of the Chemical Structure. J.Math.Chem., 4, 157-184.

» Tetko,l.V. (2003). The WWW as a Tool to Obtain Molecular Parameters. Mini Reviews in Medicinal
Chemistry, 3, 809-820.

p. 1



