About the program

The observed X-ray single crystal intensity data collected using an automatic diffractometer  can be converted in to observed structure factors using this program.

The raw intensities (or raw structure factors) will be corrected for (i) left and right background intensities (ii) absorption of X-rays  (iii) polarization correction for X-rays. Then, the intensities will be converted into observed structure factors applying the above corrections. The observed sigma(Fobs) values will be converted into the weight factor (w).  The program will  be useful to get single crystal structure factors from raw diffractometer intensity data.

Input
This program uses two input files, (i) Sfac_file (ii) absorp.

(i) Sfac_file : 
Should contain the raw structure factors. The Raw Ssructure factor file to be processed can be selected by clicking |File|S.Factor File| from the main menu bar. The format of raw structure factor file is as below;
h   k   l   Fobs  Sig(Fobs). (Free format)')
The final line should be 99   0   0   0.0     0.0
e.g. lines are given below;

-11  -1  -1     489.06   17.83    
-11  -1   1     495.15   16.84    
-11   1  -1     425.00   17.03    
-11   1   1     462.62   17.52    
 99   0   0          0.00    0.00    

(ii) absorp : 

The file containing absorption correction values can be selected by clicking |File|Abs.Corr File| from the main menu bar. The format of absorption correction file is as below; 

It has two columns. First column contains the angle (starting from 0). The second column contains the absorption correction value for sample used (sphere or thickness of the sample) listed in International tables. A total of 19 lines are allowed. The Bragg angles of inputted reflections will be evaluated using the supplied information (a,b,c etc.) and the absorption and Lorentz-Polarization factor will be calculated for the Bragg angle of the observed reflection using the  supplied absorption corrections w.r.t angle. 

Example file is given below;
   0 49.449
  5 47.282
 10 42.459
 15 36.536
 20 31.102
 25 26.446
 30 21.789
 35 17.701 
 40 17.312
 45 15.334
 50 13.845
 55 12.556
 60 11.556
 65 10.756
 70 10.064
 75  9.557
 80  9.180
 85  8.960
 90  8.871

Output

THIS PROGRAM PRODUCES 3 OUTPUT FILES AS FOLLOWS;  (File names can be given through key board ). 

First file  Lists,      
H    K   L      A*(ABS.CORR)         LP        FOBS        SIGF      WTG

Second file lists,   
H    K   L       FOBS         SIGF

Third file  lists,
H    K   L       FOBS          SIGF         WGT

LP = Lorentz-Polarization factor applied
A* = Absorption correction applied
WTG = Weight of the particular Fobs.
SIGF = Sigma value of the Fobs
