Set of programs to potential energy surfaces (PES) analysis

align.f
aligns geometries so that mass center and rotation do not change



Input: 
FILE.X



Output: 
FILEC.X
surfaces.f
smoothes energies and calculates the metric tensor



Input:
SURF.OPT




EN.LST





PROPERTY.LST (optional)




FILEC.C



Output:
ENN.LST
peswf.f 
reads PES and calculates energies



Input: 
SURF.OPT





ENN.LST





PROPERTYN.LST (optional)
Example of the file SURF.OPT:

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

NVAR          number of variables

2  

f             FOR EACH:       periodic boundary condition

41                            number of grid points 

-2 2                       min max

24                            number of grid points for for H-calculation

10 10 24                      number of basis functions for E G H

-1 0 0                        kind of basis for E G H 

10.0 75.0 200.0               freq, x0, red. mass (cm-1, any units, au=me)

f             FOR EACH:       periodic boundary condition

41                            number of grid points 

-2 2                         min max

44                            number of grid points for for H-calculation

10 10 24                      number of basis functions for E G H

-1 0 0                        kind of basis for E G H 

10.0 150.0 200.0              freq, x0, red. mass (cm-1, any units, au=me)

STATES

4 1 2 3 4  states to plot

KINETIC

1           kind of the kinetic operator             

PLANES

1           kind of plane waves

DIAG

1           kind of diagonalization

TEMPERATURE

273.15      temperature
--------------------------------------------------------------------------

