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Diketones and their related derivatives represent a significant class of organic compounds due to their ability to coordinate with 
several transition metal ions and main group metal centers. Additionally, metal complexes with pyrazole ligands have garnered 
substantial interest because of their unique coordination properties and their relevance in biological and biochemical contexts [1]. 
Dithiocarbazates are an important class of biologically active organic compounds that have gained significant attention for their 
diverse pharmacological properties. They are promising candidates to obtain metal complexes with diverse biological applications, 
including antibacterial, antimicrobial, and antifungal activities [2,3]. 

The present study describes newly synthesized dithicarbazate derived from a pyrazole organic group (L). The compound was 
investigated by single crystal X-ray analysis, Hirshfeld surface, physicochemical and spectroscopic methods. The 3D Hirshfeld 
surface and the 2D fingerprint plots of L were analyzed quantitatively to verify the presence of intra- and intermolecular interactions. 
The dnorm surface shows regions with red, blue, and white colors, which indicate contacts with smaller, larger, and closer distances to 
the sum of van der Waals radii, respectively. Red spots are observed in the dnorm surfaces of HL indicating the presence of non- 
classical interactions (Figure 1). 

 

Figure 1. Hirshfeld surface mapped in dnorm for L. 
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