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Organic structures 
The content is fairly simple and self-explicatory, following the layout given below.

From c(0).xls

Refcode	amino acid	hydrate		comment
BIPXED		SR-Xaa		1	
BUTFUR	DL-Asp*	2	
POTHRE01	L-Thr*				see z(-1) GEDPIP

Here SR-Xaa refers to a racemate of a non-standard amino acid. As there is no text in the comment field, the molecule is illustrated in the c(0) part of the .pdf with molecular structures. The same goes for BUTFUR, which from the code is a derivative of Asp. POTHRE01, derived from L-Thr, is the same molecule as the 
z(-1) structure GEDPIP, and is illustrated among z(-1) structures in the .pdf.

A special file has been prepared for the 99 Gly structures, providing comprehensive information for each.

From GLYCIN.xls

Refcode	space group	form	year	T / K	R	3D	remark
GLYCIN		P21		beta	1960	room	0,043	x	first beta
GLYCIN01	P32		gamma	1961	room	0,108	x	first gamma

‘3D’ here means that a full set of coordinates is available in the CSD entry.


Metal complexes 
The coordination to the metal is usually included. This introduces several new features. 

From Metal.ON.xls

refcode		amino acid	metal	n(tot)	n(aa)	n(w)	comment
AJIZOI		Phe		Mn	6	6	0	2 + 2 + 2O
ALANCO	Ala		Co	6	6	0	
DOZRAM	Xaa		Cd	6	5	0	see c(0) CYSTAC02, 2 + O + 2X'

n(tot) is the total coordination number of the metal, n(aa) the number of ligands provided by amino acid atoms, and n(w) the number of water ligands.

The comment field contains different types of information, particularly specifying the metal coordination.
ALANCO has n(tot) and n(aa) = 6, and since this is a file on bidentate ON contacts, it means that Co in this case has ON contacts to three amino acids. AJIZOI, on the other hand, has only two ON contacts (‘2’ is here used for ON), achieving a total coordination number of six through two monodentate contacts to carboxylate O atoms. The coordination of DOZRAM is detailed in a similar way (X’ is a side-chain ligand), explaining also that an illustration of the molecule can be found in the c(0) part of the .pdf (on organic structures).

Several structures have more than one metal ion. The ion with the highest degree of amino acid coordination is then included in the main fields, while coordination for additional ions (if ≤ 2) is described in the comment field:

NUVLOG	Asp		Zn	6	6	0	2 + 2 + O + O', Zn2: 5, (2, 3O'), 0 , Zn3: 4, (2O, 2O'), 0

Structures with more than one type of metal ion are handled in the same way:

NUPTIB		Glu		Cu	5	4	1	Mg: 6, 2O', 4

The comment field may also be used to provide information on polymorphism.

From Metal.ONX’.xls

CAASPC		Asp		Co	6	6	0	P63
CALACO	Asp		Co	6	6	0	P212121

As these tabulated data are taken from the file on ONX’ interactions, it follows that n(aa) = 6 here means that the Co atoms are make two tridentate contacts.

In some files additional information on the protonation state is included, as is, through color coding, information on the appearance of the same structure in other tables, e.g. when there is more than one type of bidentate contact. 

From Metal.OX’.xls

IDIQAP		Pen		a(-2)	Pd	4	4	0	O,S' + NS'

From Metal.NX’.xls

IDIQAP		Pen		a(-2)	Pd	4	4	0	NS' + OS'


Finally, for Gly and Pro, which do not have side-chain ligands, the mode of metal binding is specified differently.

From Metal.Oo.Gly.xls

Refcode	state	metal	mode	comment
ICULEZ		z(0)	La	Oo, O	Gly2: Oo

Accordingly, for ICULEZ there are two zwitterionic amino acids in the asymmetric unit, one (Gly1) makes a bidentate Oo contact and a monodentate O contact with the metal ion, Gly2 only a single bidentate contact.


How to use the worksheets.
After potentially deleting the lines at the bottom of each worksheet, explaining color coding etc., the files may be sorted on the data in various columns such as refcode, n(tot) or metal. The entries of interest may then be copied (or the other ones deleted) for further sorting and subsequent investigations. As an example, three subfiles form Metal.ON.xls called Metal.ON.n(tot)=N.xls, where N = 4, 5 or 6, have been included here. Each file is sorted on the metal ion. 

If one wishes to inspect the structures in the database, a list of refcodes may be saved as a .gcd file to be used as a selected subset in CSD searches with ConQuest. Several .gcd files are also provided as supplementary material, including files based on the three Metal.ON.n(tot)=N.xls files described above.
