Steps to run this program ( ‘grain’ )
I(1). This program can be executed without giving any entry in the window panel of the program, just by checking box corresponding to (i) 'All the information from file?' (ii) then selecting the 'All info file' from the file menu (click file select All info file. A new window will open from which you can browse the input file prepared in the format given below) and (iii) clicking OK button.

I(2). If the above mode is selected, the input file should be prepared as follows (without the separating lines above and below);

#Enter a title in the following line

Test

#Enter the lambda value below

0.7107

#Enter the K value (usually 0.9)

0.9

#Enter the number of data sets 

4

#Enter the data (2Theta and FWHM)

15.6 2.025

26.8 2.028

35.6 1.831

47.3 2.024

#Enter the crystallite size model (1 or 2)

#(1=Size broadening;2=Size+Strain)

2

#Enter the output file name (LIMITED TO 4 ALPHABETS)

o1

I(3). For all the other modes of operation of this program, panel entry of values is required.

II. Give the name of the output file in the box provided (not needed if the 'All info from file' mode selected).

III(1). The sets of 2thetas and FWHMs values alone can be inputted through a file if intended. For this, check the box 'Input (thetas and FWHMs only) from file?' and click the file menu to open the '2Theta, FWHM File'. (A new browsing window will open from which you can select the file containing 2theta and FWHM values. The format of this file is as follows; (2theta     FWHM (in degrees))

34.5667  1.2356

46.2788  1.6782

III(2). All the other values in this mode should be entered through the spaces allocated.

III(3). Do not forget to give the output file name for this mode.

IV(1). If you do not check both the boxes (All info file mode and Theta_FWHM file mode), still the input theta and FWHM can be inputted through the keyboard. For this, don't check both the boxes. Enter all the required values in the program panel. Give an output file name. Select a size model (ST1 or ST2). Click OK. A new window should open in which you can enter one set of 2theta and FWHM value (in degrees). Click OK. The same window will open again for entering the next set of 2theta and FWHM values. The process will be repeated until the total number of (2theta FWHM) sets is completed.

V. For all the three modes (All_info_file, theta_FWHM_file and keyboard input), any one of the models (ST1 or ST2) can be selected according to your sample. 

VI. The output can be viewed in the file with name given as the output file name.










