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Abstract: Aliphatic compounds, lipids and fatty acids have been isolated and identified from different 

extracts in seeds of Nigella sativa. Fatty acids have same chemical properties due to its carboxylic acid 

nature of functional group and gradient change in their physical properties in its homologous series e.g. 

pKa, water solubility, M.P., B.P., density, partition coefficient, molar volume, refractive index, optical 

rotation, density etc. These properties may affect various factors viz, lipophilicity, lipophobicity, hydrogen 

bond, Vander Waals forces, acid/ base properties, relative acid strength, stereo electronic effect, bio-

isosterism, tautomerism and conformation of the molecules. Steroidal esters bind with protein molecules of 

the plasma membrane in the body and various interactions occur during drug-receptor interaction and 

show medicinal action. Thus we have taken series and correlate their physicochemical properties by using 

molecular descriptor indices and observed best model-I for good correlation in series of cholesterol esters. 
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