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THE ENERGETICS OF SOME DONOR-ACCEPTOR SYSTEMS IN 
RELATION TO THE STRUCTURE OF THE DONORS 

H.S. RANDHAWA. ANITA SINGLA and KANCHAN SINGLA * 

Drpcwtme~tt of CJ~enri.~~.~. Puryjuh Agricultttrul Utliwrsity. J_udhiuno (Jrrdiu) 

(Received 2 Scptcmbcr 1981) 

In continuation of our research [l-5] on the energy parameters of various types of 

electron donor-acceptor systems, we have now calculated the energy parameters for 
some charge transfer complexes emplying the model of Sonnessa and Daisey [6] and 
an empirical formula reported earlier from our laboratory [5]. The aim of our present 
investigations is to correlate the energy parameters with the structure of the donors. 

The computed values of energy parameters for some donor-acceptor systems are 
given in Tables 1 and 2. Inspection of these Tables reveals that there is little 
variation for any set of energy parameters. On the basis of these variations. the 
donors have been classified into groups A, B and C (Tables I and 2). A comparison 
of the energy terms of different groups shows the presence of some interesting trends 
in the calculated values of the energy parameters like those already reported in 
literature [l-6]. Further. on the basis of %i charge transfer. i.e. F, the three sets of 
structures I, II and III (Fig. I) are proposed and the effect of each set of structures 
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Fig. 1. Structure of the sets I. II and III. 

* Present address: Plant Breeding Department. Punjab Agricultural University, Ludhiana, India. 
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on the donating power of the benzene ring towards TFZ and BTF follows the trend: 

I=-II>III. 
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