The Thesis “Chemical Reactivity Descriptors from Theoretical Methods for Structure Property Evaluation of Some Small Molecules”, by Mr. Mohamed Imran P K, has come out as an excellent work relating to the present scenario of Molecular Modelling and Drug Discovery.  The introductory part is highly relevant to the concept of molecular descriptor and reactivity. The molecules chosen for study are in tune with the present demand for an enhanced drug or pharmacophore.  Even though majority of the molecules are virtual, a good argument has been made in the light of the available theories for their preparation and subsequent analysis in vitro and in vivo.  While the first part of the molecules under study compose of unusual amino acids (Ornithine) having some common substituents on them, the second part of the study is an evaluation of an anti-cancer drug (thiotepa) from a very basic skeleton of the molecule sans hetero atoms.  Atom substituents have been made progressively and their influence on molecular property and activity (predictive) has been done both at the DFT and ab-initio methods.  Molecular Mechanics and Semi Empirical methods have been initially used.  The docking part of the work is an appropriate additional step in the thesis to support the argument in favour of the molecular properties established.  This has paved the way for future studies called ‘scaffolding’ works on chemically and biologically important molecules.
In the third part of the work Quantitative Structure Activity Relationship has been carried out with prepared molecules.  The number of compounds (13 in this case) would have been more to add to the credibility of the model generated.  Nevertheless, the tested molecules and the experimental part suffice the scope of work of the thesis.  Added to this is the electrostatic potential studies found in a couple of chapters.  The thesis is, therefore, HIGHLY COMMENDED.  A few specific comments may, however, be directed at the candidate during viva interface.
Specific Comments:

Excellent introduction to all parts of the work carried out.  The candidate has made a right blend of the theory in chemistry and the mathematical concepts involved in the entire thesis. 
Chapter 2:  Molecular descriptors have been appropriately chosen to describe the work, but the concept of Bond Deformation Kernel (BDK) mentioned in P-61 has not been performed.
Chapter 3: A very good approach to restrict computer time and cost is shown in this chapter.  The possibility of calculating average bond lengths without full optimisation is highly relevant today.
Chapter 4:  Excellent work to prove the predictions in chapter 1. But a technical question: Why was the water molecules removed from the Ornithine Decarboxylase (ODC, P-90)? 

Chapter 5:  Good light thrown on Scaffolding type work and meticulously constructed molecules and their property.  The DZV level of calculation has been chosen for this work, which is a bit higher type of calculation on a dual core machine.
Chapter 6:  Another piece of good effort on Docking studies of an anti cancer drug.  The crystal structure of CYP2B6 was obtained after homology modelling.   In P-138, Rule of Five is mentioned and only 4 rules are given. Is the candidate aware of this?

Chapter 7:  Good correlation work.  Some descriptors chosen (P-164) include LUMO, IP and Dipole etc. The descriptors have been rightly chosen and the results are revealing.
Chapter 8:  Another quantitative work with syn and anti isomers of a heterocyclic compound. How were the isomers established?  There is mention about no evidence of intra molecular hydrogen bonding with regions of opposite MESP in the molecule.  This aspect is very significant given the fact that most of the drugs bind with H-bond and other non-covalent forces.
