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Esperienza professionale  

Periodo Ente Principali attività e responsabilità  

Nov 2023 – to 

date 

Senior Researcher,  

University of Karachi  

Computational Chemistry Lab 

Development of novel insulin secretagogues from 

natural products 

Mar 2023 – Jul 

2023 

Senior Researcher, 

Fundació Bosch i Gimpera, 

University of Barcelona 

Benchmarking and automation protocols for Virtual 

screening.Management of molecular modeling 

projects for industrial partner 

Sep 2021 – Jan 

2023 

Postdoctoral Fellow 

University of Vigo  

Centro De Investigaciones Biomédicas 

(CINBIO) 

Analysis of the extensive all-atom MD simulations 

to analyze protein-ligand interactions, and mutation 

effects in protease-substrate complexes 

Nov 2020 – Aug 

2021 

Postdoctoral Fellow,  

University of Karachi 

Center for Artificial Intelligence in 

Healthcare 

Application of graph-based theory for classification, 

virtual screening, and lead optimization of the in-

house compound database 

Sep 2017 – Mar 

201 

Visiting Scholar, University of Copenhagen 

Department of Drug Design and 

Pharmacology 

Homology modeling, docking, and all-atom 

molecular dynamics simulations to understand 

substrate binding in proton coupled oligopeptide 

receptors 

 

Istruzione, formazione (es. titoli di studio, certificazioni professionali/linguistiche/informatiche) 

Data Titolo / Principali tematiche Ente 

Jan 2009 – Dec 

2011 

B.Sc Biochemistry University of Karachi 

Jan 2012 – Mar 

2013 

M.Sc Biochemistry University of Karachi 

Aug 2013 – Nov 

2019 

Ph.D. Molecular Medicine 

(Computational chemistry) 

University of Karachi 
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oriented synthesis of new sulphadiazine derivatives for urease inhibition and their pharmacokinetic 
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Synthesis, and In vitro and in silico α-glucosidase inhibitory studies of 5-chloro-2-aryl benzo [d] thiazoles. 
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Altre attività scientifiche 
I am actively involved in reviewing activities of journals including Molecular Diversity, Journal of Molecular 

structure and Natural Product journal.  
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