Guide to .gcd files
Instead of searching the full database, a ConQuest query can be limited to a small subset of structures with refcodes specified in a .gcd file. This is achieved by clicking on [Select Subset]
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In the next dialog box, click on [Browse…] and locate the appropriate file.
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Refcodes will then be loaded, here from the file c(0).gcd holding 29 refcodes.
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Just click [OK], and upon return to the starting window initiate with [Start Search].
The reason for using .gcd files rather than the full database is that it is quicker, but more importantly a .gcd file can contain a set of recodes that cannot be retrieved by a single Con Quest search. Furthermore, as described in the main body of the text, in the preparation of.gcd files as part of the present review, considerable time was spent checking the results of the initial searches, keeping only the best entry for each polymorph in case of redeterminations. Statistics based on these files should consequently be more reliable than results based directly on CSD searches.

Included .gcd files
The .gcd files in this folder can be divided into two groups, those that can be extracted directly from the various Excel worksheets that are included in the supplementary material and those that cannot.
Excel-based files
These files have been prepared from the .xls files in various ways, and are merely included here to demonstrate the potential of such files.
z(0).all.gcd contains recodes for all unique zwitterionic structures in the CSD, a synthesis of z(0).xls, z(0).Gly.xls, z(0).Pro.xls and z(0).dialkylated.xls (267 + 33 + 78 + 51 = 429). It could tentatively be expanded with refcodes from z(1).xls and z(-1).z(-2).xls to give a file with all amino acids with a zwitterionic head.
c(1).all.gcd similarly collects 304 refcodes for all structures with a cationic polar head and an overall charge of +1.
In Endocyclic.gcd are refcodes from all .xls files with Pro and Pro derivatives in z(0, c(1), a(0), a(-1), n(0) and Speakman salt structures.
Arg+.gcd is simply a list of recodes for structures with Arg taken from z(1).xls.
Metal.ON.n(tot)=N.gcd, where N = 4, 5 or 6, give refcodes for structures of amino acid – metal complexes where the metal ion is four-, five- and six-coordinated, respectively. Each file is sorted on the metal ion, making a systematic survey of structures easy.

Other files
For the interested reader, a few additional files have been included that contain refcodes for structures alluded to somehow in the text, but not discussed in detail.
N-prot.gcd			N-protected amino acid structures
N- and C-protected.gcd	-
L-for-D.gcd			Structures claimed to be L-enatiomers, while being D
D-for-L.gcd			Opposite of above
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