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CRYSCALC

how to convert CIF or INS file?

CRYSCALC allows to perform �le conversion from CIF or INS/RES �les:

� to CaRIne format (.ACE)

� to Powder Cell format (.ACE)

� to FPStudio format (.FST), included in the FullProf Suite

� to SHELXL format (.INS)

� to Pymol format (.CIF)

� to cartesian coordinates format (.XYZ)

� to FullProf format (.PCR)

� to CRYSCALC format (.CFL)

by launching CRYSCALC in command line, with CIF or INS �le given as �rst argument:

d:ncifs>cryscalc cif_file.cif

The kind of �le conversion is directly managed by some keywords values (0 or 1) in the cryscalc.ini setting �le:

[COMMAND LINE ARGUMENTS]

create_ACE = 0 ! .ACE file for CARINE

create_CEL = 0 ! .CEL file for PowderCELL

create_FST = 1 ! .FST file for FPStudio

create_INS = 0 ! .INS file for SHELX

create_CIF_PYMOL = 0 ! .CIF file for PYMOL

create_XYZ = 1 ! .XYZ (Cart. coord.)

create_PCR = 0 ! .PCR file for FullProf

create_CFL = 0 ! .CFL file for CRYSCALC

http://www.cdifx.univ-rennes1.fr/cryscalc

http://www.cdifx.univ-rennes1.fr/cryscalc
http://carine.crystallography.pagesperso-orange.fr
https://www.iucr.org/resources/other-directories/software/powder-cell
https://www.ill.eu/sites/fullprof/
http://shelx.uni-goettingen.de/
https://pymol.org/2/
https://www.ill.eu/sites/fullprof/
http://www.cdifx.univ-rennes1.fr/cryscalc
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