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This paper investigates the relations of the three topological molecular descriptors that are defined using the eigenvalues, calculated from the “ordinary” adjacency matrix. Such kind of study is useful for QSPR/QSAR researches in the stage of choosing appropriate molecular descriptors. Although the two involved indices are well-known and have been used in QSPR/QSAR researches for many years, their relationship has never been thoroughly discussed. Additionally, the newly introduced index has been compared with the other two, in order to delineate their similarities/dissimilarities. The relationships among these three descriptors have been found and the structural parameters that have an influence on these relationships are determined.
