specompG.f

Making "PES" plots based on spectra similarity and a 1D or 2D coordinate spectra map.
Program flow:

1) open SP.LST, read N+1 spectra Si((), optionally read SP.OPT and STABLE.TXT
2) make norms 
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4) minimize 
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 for 1D, in units of kT, where k is the Boltzmann constants and T is temperature. For 1D, 
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Options (default) in SP.OPT:

conv (lcon=false)     

convolute spectra with Gaussians (see "ggg")

equiv (leq=false)  

replace subspectra by ones equally spaced in coordinates1
ggg  (g=20 cm-1)      

bandwidth for convolution (conv)

ipp1 (ipp1=1)


ipp1,ipp2 - coordinates to plot in 2D

ipp2 (ipp2=2)

lwr  (lwr=false)      

extended output

lrange (lrange=true)

for leq=true use predefined ranges of coordinates

ndim (ndim=2)

dimensionality (1D or 2D)

ndd (nd=25)


number of replaced subspectra

nn   (nn=20)          

number of values in one dimension, for plotting

nk   (nk=5)           

number of plane waves in one dimension

maxi (maxit=100)     

maximum number of iterations

perx (px=360)         

periodicity of x, in degrees

pery (py=360)         

periodicity of y, in degrees

ranges (-180...180)

ranges (ndim lines, min and max for each dimension)

stab (lstable=false)  

scaling in STABLE.TXT

temp (temp=293.15)    
temperature in K

wmin (wmin=0 cm-1)    
start of active spectral interval 

wmax (wmax=4000 cm-1) 
end of active spectral interval 

xs0  (xs0=0)          

x-scaling x'=xs0 + xs1*x + xs2*x^2

xs1  (xs1=1) 

xs2  (xs2=0)

xmin (xmin=0)         

xmin in degrees. for plotting

xmax (xmax=360)       
xmax 

ymin (ymin=0)         

ymin

ymax (ymax=360)       
ymax


 within coordinates in XY.LST nd subspectra will be created from the original ones, equally spaced in coordinates. For example, for ndim=1, coordinate in XY.LST spans 163(...193( interval for 150 subspectra. For nd=31 31 new subspectra will be representing 163(, 164(...192(,193( points, and used instead.
SP.OPT example

wmin

200

wmax

2000

stable

t

lwr

t

ndim

3

nk

5

equiv

t

ndd

20

xmin

-180

xmax

180

ymin

-180

ymax

180

lrange

t

ranges

-180 180

-180 180

-180 180
Input: SP.LST - list of spectra, XY.LST – list of coordinates, SP.OPT – options.

Output: COEF.TXT .. coefficients, EMAP.TXT .. map of energies and probabilities.
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