xshell.f
Exctracts a hydration shell around a solute molecule.
Option file XSHELL.OPT with miscellaneous options :

Options:

COV

cov [1.8] covalent bond limit [Å]

EXC
lexcl [T] exclusive shells (one solvent cannot belong to two layers)

  if true, minimum distance is within rmin…rmax, otherwise all atoms must be in

HYD
lhyd [F] only hydrogen bounded water taken if true
LST
lsolulst [default:F]; if true, read SOLU.LST .. definition of solute
NWM

nwmax [0] if <>0, use as maximum of solvent molecules
PER
lper [F]

px py pz periodic boundary conditions

REV

lerv [F] put the solute molecule at the beginning of NEWFILE.X
END  end of options
If file SOLU.LST is present, it reads solute atoms from that, otherwise H2O solvent is supposed and the rest is considered as solute.

SOLU.LST:

-------------

natu   (number of solute atoms)
i1 … inatu  (list of solute atoms)
------------

 Line arguments: rmax rmin
rmax |rmax| cut off distance [Å]

if rmax<0 then the next argument is read as:

rmin minimal cut off distance

Input file: FILE.X, may contain more geometries

Output file: NEWFILE.X
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