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“Inductive” electronegativity scale:
2. ‘Inductive’ analog of chemical hardness
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Abstract

On the basis of a previously suggested approach to the calculation of “inductive” electronegativities of atoms and groups a
simple method of theoretical estimation of in situ inductive electronegativities is elaborated. The method also allows the
determination of inductive local and global chemical hardness parameters on the basis of geometric characteristics of bonded
atoms. This made it possible to provide a new “steric” interpretation for some known chemical rules, such as the principle of
maximum hardnes® 2000 Elsevier Science B.V. All rights reserved.
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1. Introduction the covalent radius of thieth atom,r; is the distance
from it to the atom-reaction center amy; is the
1.1. Inductive electronegativity scale difference in inductive electronegativities of th¢h

atom and reaction center.

In our previous works [1-3], additive models for  On the basis of these models the method of calcula-
calculating of Rs—steric and o"—inductive  tion of ‘inductive’ group electronegativity,, reflect-
constants of substituent, based on fundamental char-ing the donor—acceptor properties of substituent,
acteristics of its constituent atoms, have been jmmediately attached to the atom-reaction center,
described have also been suggested [4]
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wherenis the number of atoms in the substitudRtis \;\g?;ex 1 18 the inductive electronegativity of theth
* Corresponding author. Tel.=+ 46-8-790-91-23; fax:+ 46-8- . The scale of the atomic Ir,]du,CtIV(_a eleCtronegaFIV_
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0166-1280/00/$ - see front matt€r 2000 Elsevier Science B.V. All rights reserved.
PIl: S0166-1280(99)00202-X


https://core.ac.uk/display/197465209?utm_source=pdf&utm_medium=banner&utm_campaign=pdf-decoration-v1

