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1. Generates reflections and  thier structure factors using the Supplied atomic coordinates and the analytical coefficients.

2. Can process the observed X-ray intensities and convert them into observed structure factors.

3. Using the observed and calculated structure factors, can generate data for Wilson plot to find the thermal vibration parameter of the system.

If you want to use (1) fractional atomic coordinates from file and (2) cell parameters from file check appropriate boxes. 

Then, if fractional coordinates file is needed in the main menu bar click |file-coordinates|. A new window will be opened from where you can browse for the coordinate file and select it. Similarly, you can browse for the cell parameter file by clicking |file-cell values| from the main menu bar. 

The intensity file to be processed can be selected by clicking |file-Intensity| from the main menu bar. Or it can be given through key board by checking the box below. 

The format of cell values file is as below; 
a   b  c  alpha  beta  gamma. 
This means numerical values separated by at least one space.
See example below.
  5.4307 5.4307 5.4307 90.0 90.0 90.0

The format of coordinates file is as below;
First line - Number of different kinds of species in the system (n).
Second line - Name_of_the_atom  Number_of_atoms_of_this_kind_(m)  Fractional_composition_for_this_atom.
Third line same for next species. Susequent lines for and upto n species. 
After n lines, fractional atomic coordinates x, y, z of m atoms of first species (m lines).
Then, x,y,z for for m atoms of second species and so on upto n species.
See example below.
2
Na  4  1.0
Cl   4  1.0
0.00 0.00 0.00
0.50 0.50 0.00
0.00 0.50 0.50
0.50 0.00 0.50
0.50 0.50 0.50
0.50 0.00 0.00
0.00 0.50 0.00
0.00 0.00 0.50

The format of intensity file is as below; 
h   k   l   Iobs (in a single line). Upto N lines (Total number of observations or simulation).
See example below.
1 1 1  50.0
2 0 0 150.0
2 2 0  76.0
3 1 1  24.0
4 0 0 128.0
