Program TRUECELL



Goal of the program

From a given cell, this program seaches more symetric multiple cells.

The initial cell can be acquired from the Keyboard, from an ASCII file (CELLREF format) or selected in a list of solutions (output summary format of the indexing program CRYSFIRE). TRUECELL is also included in the CHEKCELL program analysing the solutions given by CRYSFIRE. In that case, each multple found cell is compared with the other CRYSFIRE solutions.



Algorithm

From the a, b, c base, the program generates a set of vectors V=ua+vb+wc, u, v, w integers, lower or equal to a given value. Among this set of vectors, it looks if any triplet of non coplanar vectors can make a more symetric cell.



In output, the program gives the new cell parameters and the transformation matrix M describing the geometrical relationship between the initial cell and the multiple cell :



A			a

B	=	M	b

C			c



Where A, B, C is the new base and M is the transformation matrix. The M elements are integers except if the found cell is hexagonal. In that case, the hexagonal symetry is derived from an ortho-hexaonal cell, involving the relation b’=(-a+b)/2.



Warning

Of course there is no proof that the found cell is the good one.The user must make other experiment or physical or chemical consideration to do his choice.


