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Abstract: The interated ‘sum’ versus ‘product’ operation concept recently introduced by Balaban-Khadikar-

Sufia yielding newly introduced F and G indices, has been used for proposing most significant QSAR model for 

modeling anti inflammatory activity of phenol. Results are discussed on the basis of well known statistical 

parameters. 
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I. Introduction 
Inflammation is a complex and dynamic biological process generally described as the characteristic 

response of animal tissue to injury. Certain coordinal signs of inflammation namely redness, heat, swelling and 

pain were clearly recognized [1-2].The search for an anti-inflammatory remedy in modern time was masked by 

the introduction of sulicin for the treatment of acute rheumatism. During the last-two decade’s corticosteroids 

and non-steroidal agents have provided much relief to suffer of the disorders caused by inflammation. 

New drugs with still better relief giving potential are synthesized applying the application of 

mathematical concept called graph theory and topology [3]. All such new compounds are possible to prepare 

applying combinatory and throughout chemistry [4]. Such new synthesis is possible by the correlation analysis, 

in that correlation is investigated by correlating the activity with topological indices5. Needless to state that 

topological index is a numerical representation of molecular structure [5-6]. Hence, quantitative structure-

activity relationship (QSAR) is only possible using topological indices as molecular descriptors. In the present 

study we have attempted QSAR study on the modeling of anti-inflammatory activity of phenols (Table 1) using 

regression analysis. In view of this we have for the first-time used the new topological indices developed by 

Balaban-Khadikar-Sufia. These indices (F and G) are the ‘Shape’ indices and therefore we can use them for 

investigating the influence of ‘Shape’ on anti-inflammatory activity. In addition, we have also used the well-

known Balaban J index [7-10]. This J index is supposed to be most discriminating index known and 

developed in chemical graph theory. 

 

II. Result And Discussion 
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III. Figures And Tables 

 
Table 1: The phenols and their anti-inflammatory activity (–log1/IC50). 
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Fig 1:-. Correlation of observed and predicted anti-inflammatory activity using one-variable model 

 

IV. Conclusion 
The results obtained indicate that the newly introduced G index can be successfully used for modeling 

anti-inflammatory activity of phenols. The negative coefficient of G indicates that the lowering of shape 

increases anti-inflammatory activity of phenols. 
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