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Molecular orbital theory studies on bond energy 2: The comparison of the judgment of bond F Email Alert
strength by bond energy and Mulliken's overlap population b S Ak
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Abstract The comparison of the judgment of chemical bond strength by means of bond energy (E~A~B) and Mulliken's (¥ AT f047 “HRE” [ A
overlap population (M~A~B), has been discussed in this paper. The result shows that in most cases both E~A~B and VA SO 3 B
M~A~B are consistent with experimental data qualitatively, with E~A~B being better than M~A~B on a "
quantitativebasis. In some cases, M~A~B is not compartible with experimental data even on a qualitative basis, whereas | = #1Z5ER
E~A-~B is, both qualitatively and quatifatively. Asa criterion for the character and the strength of chemical bond between | - 224 (%
atomsin amolecule, E~A~B is better than M~A~B, because both the overlap population factor between atomic orbitals | _ 4o FER
and the energy factor of molecular or atomic orbitals areincluded in E~A~B. —
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