saugata@saugata:~/Documents/mousumihazra/projects/ba2291/ba2291_amber/mdrun/ba2291_atp$ $AMBERHOME/bin/MMPBSA.py -O -i mmpbsa.in -o FINAL_RESULTS_MMPBSA.dat -sp ba2291_atp_mg.prmtop -cp ba2291_atp_mg_vac.prmtop -rp ba2291_vac.prmtop -lp atp_mg_vac.prmtop -y *.mdcrd

Reading command-line arguments and input files...

Loading and checking parameter files for compatibility...

mmpbsa_py_energy found! Using /home/saugata/amber12/bin/mmpbsa_py_energy

cpptraj found! Using /home/saugata/amber12/bin/cpptraj

Preparing trajectories for simulation...

50 frames were processed by cpptraj for use in calculation.

Beginning GB calculations with /home/saugata/amber12/bin/mmpbsa_py_energy

  calculating complex contribution...

  calculating receptor contribution...

  calculating ligand contribution...

CalcError: /home/saugata/amber12/bin/mmpbsa_py_energy failed with prmtop atp_mg_vac.prmtop!

Exiting. All files have been retained.

saugata@saugata:~/Documents/mousumihazra/projects/ba2291/ba2291_amber/mdrun/ba2291_atp$ 

