
  
  
  
                          Manual for ORTHON
        
               ******************************************
               *            Program ORTHON              *
               *                                        *
               *      http://www.cnu.ac.kr/˜ihsuh/      *
               ******************************************
        
        This program transforms any cell parameters and
        atomic coordinates into orthonormal ones.
        
    (1) This program requires an unit 1 with input data, IN FREE
        FORMAT, which must be provided by YOURSELF.
        
        The data for the input are:
        cell parameters: a, b, c, alpha, beta, gamma.
        atomic name and its coordinate x, y, z.

        You can put in up to 2000 atoms in the input file, one
        atom per line.
        
    (2) After reading the unit 1, the program requires an unit 3
        for the output data.
        
  
        An example of the input and output data is given below:
  
       INPUT DATA:
        
        9.74700  9.79940  11.92200  66.79000  76.91000  87.77500
        Ni        0.00000     0.00000     0.00000
        N1        0.04279    -0.22343     0.09599
        N2        0.19289     0.00748    -0.12396
        N3        0.10420     0.02551     0.14188
        C1        0.14236    -0.25784    -0.00416
        C2        0.19842    -0.41578     0.04010
        C3        0.29944    -0.43788    -0.06744
        C4        0.42143    -0.32185    -0.12221
        C5        0.36593    -0.16773    -0.17174
        C6        0.26015    -0.13491    -0.07242
        C7        0.28971     0.14453    -0.18617
        C8        0.38204     0.16157    -0.10474
        C9        0.20358     0.27998    -0.23780
        C10      -0.09002    -0.32015     0.14693
        C11       0.11170    -0.24241     0.20033
        C12       0.15020    -0.10281    -0.20924
        C13       0.22989    -0.11581     0.29634
        C14       0.26081     0.00736     0.31629
        C15       0.20869     0.14025     0.25049
        C16       0.13302     0.14498     0.16464

        OUTPUT DATA:
        
        Initial data :                                                
        a=      9.94700   b=     9.79940   c=     11.92200            
        alpha= 66.97000   beta= 76.91000   gamma= 87.77500            
                                                               
        Ni        0.00000     0.00000     0.00000                      
        N1        0.04279    -0.22343     0.09599                      
        N2        0.19289     0.00748    -0.12396                      
        N3        0.10420     0.02551     0.14188                      
        C1        0.14236    -0.25784    -0.00416                      
        C2        0.19842    -0.41578     0.04010



                      
        C3        0.29944    -0.43788    -0.06744                      
        C4        0.42143    -0.32185    -0.12221                      
        C5        0.36593    -0.16773    -0.17174                      
        C6        0.26015    -0.13491    -0.07242                      
        C7        0.28971     0.14453    -0.18617                      
        C8        0.38204     0.16157    -0.10474                      
        C9        0.20358     0.27998    -0.23780                      
        C10      -0.09002    -0.32015     0.14693                      
        C11       0.11170    -0.24241     0.20033                      
        C12       0.15020    -0.10281     0.20924                      
        C13       0.22989    -0.11581     0.29634                      
        C14       0.26081     0.00736     0.31629                      
        C15       0.20869     0.14025     0.25049                      
        C16       0.13302     0.14498     0.16464                      
                                                                       
        Orthonormal Data :                                            
        a=      1.00000   b=     1.00000   c=      1.00000            
        alpha= 90.00000   beta= 90.00000   gamma= 90.00000            
                                                               
        Ni        0.00000     0.00000     0.00000                      
        N1        0.59981    -1.74986     1.02501                      
        N2        1.58682    -0.49234    -1.32368                      
        N3        1.42927     0.89714     1.51503                      
        C1        1.30673    -2.54375    -0.04442                      
        C2        1.92377    -3.88836     0.42820                      
        C3        2.62984    -4.59543    -0.72014                      
        C4        3.73954    -3.70916    -1.30499                      
        C5        3.11238    -2.42600    -1.83389                      
        C6        2.34084    -1.65147    -0.77332                      
        C7        2.43405     0.56581    -1.98798                      
        C8        3.57881     1.10420    -1.11844                      
        C9        1.48944     1.65657    -2.53930                      
        C10      -0.62050    -2.46452     1.56896                      
        C11       1.55977    -1.45965     2.13918                      
        C12       2.01990    -0.05203     2.23432                      
        C13       3.04281     0.21808     3.16440                      
        C14       3.45109     1.51519     3.37743                      
        C15       2.80555     2.51623     2.67480                      
        C16       1.82285     2.17084     1.75807                      
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ORTEP drawing of the half molecular structure of the
C32 H50 N6 Ni1 complex on the basis of an orthonormal
cell. Hydrogen atoms are omitted for clarity.
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ORTEP drawing of the half molecular structure of
the C32 H50 N6 Ni1 complex in a triclinic unit cell.
Hydrogen atoms are omitted for clarity.


