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Abstract  

Molecular tailoring approach (MTA), a fragmentation-based method developed in my laboratory will 

be discussed. In the first part of the talk, I will show applications of the method for calculating 

molecular electron density (MED) and molecular electrostatic potential (MESP) of large molecules.  

The second part of the talk will discuss geometry optimization and calculations of IR and vibrational 

Raman spectra with MTA. Several illustrative examples will be presented. 
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