pmz.f is a program, that takes atomic coordinates in FILE.X and makes Guassian input files for numerical differentiation, e.g. for calculation of anharmonic force field.
Options [defaults] can be defined in PMZ.PAR as:

-----------------------------------------------------------------------------------------------------
STEP [0.05]
step  
step in Å for Cartesian or in approximately similar units for normal mode differentiation, default is 0.05

QDIM [false]

qdim
if true use a dimensionless coordinate step = STEP*(1000/sqrt(()), ( in cm-1
IDIF [2]
idif
differentiation type

idiff:
1 single, forward only, x+(

2 single, forward and back, x+(, x-(

3 double, forward (x+()( (y+()


4 double, forward and back (x+()(x-()( (y+()(y-()


5 not used


6 each atom two-step in x, y and z

  
8 relaxed normal mode differentiation
  
88 relaxed normal mode differentiation, two coordinate
22  two-step, ordered by coordinate (x1+,x1-,y1+,y1-, etc)

44  two-step, two coordinate, ordered by coordinate  (x+y+,x+y-,x-y+,x-y-,...), DIST keyword applied


100 each atom coordinate/mode differentiated N-times, N is defined in file N.LST, single differentiation

200 each atom coordinate/mode differentiated N-times, N is defined in file N.LST, double differentiation
VSTEP [f]

lvstep
if true, variable step for each mode read as third column in N.LST, for idif ( 100.
PARA [1]
nparallel    
divide calculations in several independent inputs, only for idif=6
IC [0]
ic 

ic=0 for Cartesian differentiation
ic=1 for normal modes, S-matrix 
in F.INP generated by new4 must be present 
NMD

nmd

i1

nmd number of normal modes to differentiate and the list
…

inmd
DIST [0]
dist
Distance (Å) cutoff for the two-coordinate (two-atomic) differentiations (may not be implemented for all values of IDIF)

DALTON [f]
ldalton
Produce Dalton geometries in a subdirectory Dalton
SEPARATE [f]

lsep
Produce individual input files, not a big joined one (FILE.INP)

CHECK [t]

lchk
add “guess=checkpoint” for changed geometries
END

end of options
-----------------------------------------------------------------------------------------------------
The beginning of the Gaussian input file can be defined in G.TXT
“guess=checkpoint” is added for all geometries except for the first one.
Gaussian parameters after the geometry specification can be defined in file AFTER.TXT
Charge and multiplicity can be defined in CM.TXT

Similarly, if CP2K.TXT exist, it will write CP2K input. This will be done to separate directory for each geometry in the directory CP2K, and CP2KAFTER.TXT must exist.

Similarly for CASTEP.TXT and CASTEPAFTER.TXT.
-----------------------------------------------------------------------------------------------------

Format of N.LST

i Ni on each line

i.e. number of mode (1..3Nat-6) or atomic coordinate (1..3 Nat) and number of differentiation points (default are 3, i. e. x, x-( and x+(), odd values of Ni allowed only
…
