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Objectives:
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Krishna Apra Royal Plaza, D-2, E(acb), Hands-on training in biomolecular system
Branch Address : Alpha-1, Greater Noida, Gautam Budh
Nagar, UP- 201306

preparation and MD simulations using
GROMACS.

Acco;r;tm l;l.older S Uiord S Learning ligand parameterization and
) protein-ligand complex simulation
025405005815 (CURRENT AC) workflows.
IFSC Code : ICIC0000254 Performing trajectory analysis,
SWIFT Code : ICICINBBCTS visualization, and GPU-accelerated HPC
MICR Code : 110229037 simulations.

Registration Form Link: https://surl.li/usytco WhatsApp Group Link: https://surl.lu/nxkebf
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Training Schedule

Sharda University- Plot No. 32, 34 - Knowledge Park 3, Greater Noida-201310, Delhi- NCR, India.

Introduction to Linux and computational environment setup to prepare
participants for running molecular dynamics workflows.

Understanding MD theory and learning how to prepare and minimize
biomolecular systems using GROMACS.

Preparing ligands, building protein—ligand complexes, and running
production molecular dynamics simulations.

Performing trajectory analysis and visualizing structural and interaction
dynamics from MD simulations.

Learning GPU-accelerated MD simulations and HPC strategies for scaling
simulations on DGX systems
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