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4SEEWelcome to the Course

Assoc.Prof Sefer BADAY

• İTÜ Informatics Institute Applied Informatics Department

• Research focus is discovering novel drug molecules using molecular modeling, 
molecular dynamics simulations and artificial intelligence tools



4SEEPreknowledge/Prerequisite(s)

• Basic knowledge in Molecular Dynamics simulations

• Familiarity with Linux/Unix operating systems

• Basic Knowledge in slurm job submission etc on a HPC

• General knowledge in MM/GB(P)SA calculations



4SEECourse Overview

• MM/PBSA: Molecular mechanics/Poisson−Boltzmann surface area

• MM/GBSA  Molecular mechanics/Generalized-Born surface area

very popular binding free energy calculations



4SEECourse Overview

• Lesson1: MM/PBSA calculation using CaFE (NAMD)

• Lesson2: MM/GB(P)SA Using AmberTools (Amber)

• Lesson3: MM/PBSA calculation using gmx_MMPSA (Gromacs)



4SEEWhat this course is

• About how to perform MM/GB(P)SA calculations on HPC



4SEEWhat this course isn’t

• About details of theory behind MM/GB(P)SA calculations

• Which one should preferred? MM/GBSA or MM/PBSA



4SEEIntroduction and Set Up/Configure/Install …..

• VMD

• CaFE

• AmberTools

• MMPBSA.py

• Gmx_MMPBSA
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