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Modelling normal boiling points of alkanes by linear regression using the SD
index

ZOITA BERINDE

ABSTRACT.

Multiple linear regression methods based on the SD index, introduced previously by the author are used to develop quantitative structure-property
models for estimating the normal boiling points of alkanes. The performance of the SD indeX, in this application, is comparable to the performance
of the Wiener number and Harary index.

REFERENCES

[1] Balaban, A. T., Chemical Applications of Graph Theory, Academic Press, New York, 1976
[2] Barysz M., Jashari G., Lall R. S., Srivastava V. K. and Trinajsti¢, N., Chemical Applications of Topology and Graph Theory (King R. B., ed.), Elsevier,
Amsterdam, 1983, 222-230
[3] Berinde, Z., On the caracterization of the compactness an branching using the topological indices ZEP and RZ, U. P. B. Sci. Bull., Series B, 63 (2001),
No. 4, 15-21
[4] Berinde, Z., Consideratii privind modelarea matricialid a compusgilor halogenati, Rev. Chim. (Bucuresti), 52 (2001), No. 12, 788-792
[5] Berinde, Z., On a local invariant for modeling heteroatoms, Proceed of PAMM 135, Baia Mare - Borsa, 4-7 october 2001, 47-54
[6] Berinde, Z., Un nou indice topologic de tip Randi¢, Rev. Chim. (Bucuresti), 53 (2002), No. 1, 812-816
[7] Berinde, Z., Aplicatii ale topologiei moleculare in studiul proprietdtilor fizico-chimice ale compusgilor organici, Cub Press 22, 2001
[8] Berinde, Z., Vertex- and edge-weighted molecular graphs for amines, Revue Roumaine de Chimie, 51 (2006), No. 11, 1131-1135
[9] Diane, E., Needham, I-Chien Wei and Seybold, P. G., Molecular modeling of the physical properties of alkanes, J. Am. Chem. Soc. 110 (1988), No.
13,4186-4194
[10] Diudea, M. and Ivanciuc, O., Topologie moleculard, Comprex, Cluj Napoca, 1995
[11] Kier L. B. and Hall L. H., Molecular Connectivity in Chemistry and Drug Research, Academic Press, New York, 1976
[12] Kier L. B. and Hall L. H., Molecular Connectivity in Structure, Activity Analisys, Wiley, New York, 1986
[13] Hansen, P, J. and Jurs, P.C., Chemical applications of graph theory. Part I. Fundamentals and topological indices, ]. Chem. Ed. 65 (1988), No. 7,
574-580
[14] Medeleanu, M., Coreliri structurd-proprietati prin metode topologice, PhD Thesis, Bucuresti, 1997
[15] Mihali¢, Z. and Trinajsti¢, N., A graph-theoretical approach to structure-property relationships, ]. Chem. Educ. 69 (1992), No. 9, 701-712
[16] Plavsi¢, D., Nikoli¢, S. and Trinajsti¢, N., On the Harary index for the characterization of chemical graphs, J. of Math. Chem. 12 (1993), No. 1, 235-250
[17] Trinajsti¢, N., Chemical Graph Theory, CRC Press, Inc. Boca Raton, Florida, 1983

NORTH UNIVERSITY OF BAIA MARE
DEPARTMENT OF CHEMISTRY

VICTORIEI 76

430122 BAIA MARE, ROMANIA

E-mail address: zoitaberinde@ubm. ro
E-mail address: zoita berinde@yahoo.com

Received: 25.03.2010; In revised form: 20.06.2010; Accepted: 15.08.2010.

2000 Mathematics Subject Classification. 92E10, 05C12.

Key words and phrases. Molecular graph, weighted electronic distance, weighted electronic connectivity matrix, SD topological index, Wiener number,
Harary index, QSPR study, boiling points, multiple linear regression.

135



	References

