How to modify the *.pos file to add a new space group








Edit the *.pos ASCII file corresponding to the crystalline system (c.pos for cubic, o.pos for orthorhombic, etc..., except for tetragonal : q.pos). The list of available Space Groups description appears. Each Space Group record contains the following lines :





1-The Space Group symbol, upper characters and without blank.


2-An integer : 1 if center, o if no center


3-An integer : The number of equivalent positions (general position)


4+-The equivalent positions (one per line, upper characters and without blank)


5-An integer : The number of existence conditions (general position)


6+-The existence conditions coded in accordance with the ENRAF_NONIUS syntax (CAD4), (upper characters, without blank, one per line)


7-A blank line





Example :For the monoclinic system, the m.pos file contains the P21/c group record :


P21/C


1


2


X,Y,Z


-X,Y+1/2,-Z+1/2


2


K=0 LN2


H=0 L=0 KN2





In order to add the P21/a group, insert the following lines :


P21/A			Symbol


1			Center


2			2 equivalent positions


X,Y,Z			Position one


-X+1/2,Y+1/2,-Z	Position two


2			2 conditions :


K=0 HN2		conddiion one : if k=0, then h=2n


H=0 L=0 KN2		condition two : if h=0 and l=0, then k=2n


			Blank





