Example of combined MD/QM conformer and solvent averaging in spectra simulations
takquad:/scratch/bour/hydraflex

1. Make tinker input (cyclo.xyz = peptide in a water box, cyclo.key, amber99.prm)
2. Make 1md which runs certain amount of MD steps and spits out a geometry into tinker.xyz.
3. Make CCT.INP.1, atom map between the peptide MD and ab initio geometries.

4. Make CCT.INP.2, atom map between the whole MD and peptide MD geometries.

5. Make the HYPEP.OPT.

6. With prephydraflex make the script gohydraflex and run it.
1md:

dynamic cyclo amber99 100 1 0.1 4 298 1

mv cyclo.001 tinker.xyz

HYPEP.OPT:
TINKER

PERIODIC

 18.56 18.56 18.56

NAME

tinker.xyz
