Radial distribution function (rdf.f)
Input:
STRUCT.LST
list of Tinker files

FILE.X

or MCM file


SOLU.LST

(optional) number of SOLUTE atoms and their list

WEIGHT.LST
(optional) number of SOLVENT atoms and their weights; this works only when solute is occupying continuous interval of atom numbers n1...n2, and the program can count solvent molecules
RDF.OPT [default]:

ATOM

Nat

central atom number

FOLLOW

ifa

followed atom type (atomic number) (ignored if WATER option chosen)
RMIN
dmi [0]
minimum distance in Å

RMAX

dm [10]
maximum distance in Å

NPOINTS

nd [200]
number of points

WATER

lwater [true]
analyze water as a solvent
LALL

lall [f]

analyze all solute atoms

MASS

lmd [f]

nuclear mass density investigated
CHARGE

lcd [f]

nuclear charge density investigated

LPER

lper [f]

periodic boundary conditions

PERIODIC

px py pz
periodic box dimensions

SMOOTH

lsmooth [f]
smooth the distribution
END

end of options (optional)
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