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1. cifs.zip

This compressed file contains cifs for all data sets in Table 1. The cifs contain final
ShelxI-2012 .ins and unmerged .hkl files under data items _shelx_res_file and
_shelx_hkl_file, respectively.

Intensity data for all refinements in Table 1 were merged in SORTAV so that the
same merged data were used in all programs. Use of data merged with the native
Shelxl-2012 merging routine will give slightly different Flack parameters to those
listed in Table 1.

2. fcf.zip
This compressed file contains the fcf files corresponding to the cifs in cif.zip.

3. TA _alanine_B.zip

This compressed file contains files required for a refinement of alanine in
TOPASAcademic version 5 using quotient restraints, as described in Section 3.4 of
the paper. cif2ta.inp contains the model and the restraint data; the function QUOT
used in the restraints is defined in xtopas.dat. The data items in weighted.hkl are h, k,
|, F20s(hKkl) and weight(hkl). cif2ta.out is the output file after refinement.



