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Academic Profile

Distinguished computational physicist with extensive expertise in density functional
theory (DFT), molecular dynamics, and nanomaterial simulation. Research focuses on
quantum mechanical analysis of nanomaterials for drug delivery, sensor applications, and
renewable energy. Extensive publication record with over 60 peer-reviewed articles in
high-impact journals. Committed to advancing theoretical nanoscience through
interdisciplinary collaboration and innovative computational methodologies.
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Prof. Mohammad Taghi Baei (8+ joint publications)
Dr. Nafiseh Abdolahi (6+ joint publications)

Research Evolution

Phase 1 (2008-2013): Fundamental nanomaterials (Fullerenes, SiC nanocages)
Phase 2 (2014-2018): Functional materials for sensing and storage

Phase 3 (2019-2022): Biomedical applications (drug delivery, cancer therapy)

Phase 4 (2023-present): Integrated computational-experimental approaches



Technical Skills

Computational Software

VASP, SIESTA, Gaussian, GAMESS, Quantum ESPRESSO
Materials Studio, LAMMPS, GROMACS

Python (NumPy, SciPy, Scikit-learn, TensorFlow)
MATLAB, Mathematica

Programming Languages

Python (Advanced)
Fortran (Intermediate)
C++ (Intermediate)
Bash/Shell Scripting

Visualization Tools

VESTA, VMD, PyMOL, Chimera
OriginLab, Grace
ParaView, Vislt



