Novelty of the work
Structural information via ab initio prediction are being made a paradigm shift in the understanding of chemical, physical, biological and pharmacological properties of materials. Specifically, physio-chemical properties of the molecule strongly influenced by its crystal structure thus ab initio prediction methodology with accuracy is of high importance. One of the important challenges in a CSP method includes achieving the global minimum in energy landscape and spot the most stable structures. The above approach favors in identifying the global minimum of polymorphic crystal structures which are not thermodynamically most stable in the experimental observations. In view of this, the present study focuses the prediction of most stable forms of Benzocaine molecule, which is commonly used as local anesthetic. The reported analysis of the flexible benzocaine  with a ester group attached to the aromatic ring, and the amino group attached in the para position to the  ester group reveals the presence of three polymorphic forms with different morphology, which increases the possibility of finding different conformeric polymorphs of  benzocaine, that may or may not deviate from the pharmaceutical importance. The submitted theoretical studies carried out on benzocaine molecule is a original and none of this type of studies have been conducted yet on this molecule to the best of our knowledge. In essence, this study gives a fine details of structural and electronic information. And further, this theoretical analysis adds a new value on understanding the polymorphic prediction. Since, the journal scope clearly includes the structural importance; this manuscript is certainly suits for publication in Acta Chimica Slovenica journal
