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	release
	Atomic data
	Annotation
	Others

	2004
	All-atom description of protein and binding site 

Files
protein.mol2, site.mol2
	Protein 
UniProt name, source organism, ion / cofactor in site
	

	2005
	All-atom description
File
ligand_xray.mol2 
	Protein 
EC number
	

	2006
	Optimization of the position of polar hydrogen atoms

Optimization of the atomic coordinates

File
ligand_ifp.mol2
	Ligand  
computed relative buried surface area, molecular weight, polar surface area, logP and water solubility

count of rotatable bonds, H-bond donors/acceptors and rings
	Ligand / protein binding mode encoded into a binary fingerprint

Files
ifp.txt

	2007
	
	Complex   
affinity data from PDB-bind and Binding MOAD 
	

	2008
	
	Protein 
number / nature of chains

Site 
bio-polymer residue count, non-standard residue count,  mean B factor

Complex 
number / type of non-bonded interactions
	New web site


	2009-11
	Cluster of binding sites: 

· All the sites of a given protein are clustered according to  local 3D similarity

· The coordinates in MOL2 are available for coherent conformational ensemble of 3D aligned sites
Files
C-clusterID.tar.gz
	
	List of all sites similar to a query site

	2012
	Water molecules with  ≥2 H-bonds to binding site are included in the files describing protein and binding site 
Optimization of H-bond network in the ligand/protein complex

File
ligand.mol2
Grid representation of the cavity corresponding to binding site around the ligand or the full cavity
File
cavity6.mol2, 
cavityALL.mol2
	Site 
druggability, volume, ability to establish non-bonded interactions

	

	2013-14
	3D graph representing ligand-protein interactions
File
Int_M.mol2,
	Protein 
renumbering of residues 
according to UniProt for 
conformational ensembles 
of sites

Site 
identification of mutated residues

Complex 
2D view of interaction, affinity data from chEMBL
	Processing NMR data (33 entries)
query for complexes with similar 3D-pattern of interactions
New website


Table S1: Successive modifications in sc-PDB.  Information and data in blue are no more available.
A
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Archaea

Bacteria

Eukaryota

Viruses

Taxons

Number of sc-PDB entries

Escherichia coli

Mycobacterium 

tuberculosis

Staphylococcus 

aureus

Thermus 

thermophilus

Pseudomonas 

aeruginosa

Salmonella 

typhimurium

Bacillus subtilis

Thermotoga 

maritima

miscellaneous

Homo sapiens

Mus musculus

Rattus 

norvegicus

Saccharomyces 

cerevisiae

Bos taurus

Arabidopsis 

thaliana

Plasmodium 

falciparum

Gallus gallus

Sus scrofa

Oryctolagus 

cuniculus

miscellaneous
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 Figure S1: sc-PDB statistics
A) Species. B) Target promiscuity. C) Target redundancy.
In B and C, targets are differentiated using their recommended name in Uniprot. For example, human thymidylate synthase and mouse thymidylate synthase represent the same target.

In B and C, the y-axis is plotted on a logarithmic scale.
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Figure S2: Depiction of sc-PDB protein-ligand complexes
A) 2D view mode: 2D sketch of the complex rendered with PoseView. Ionic and hydrogen bonds between protein and ligand are drawn as dashed lines. Hydrophobic contacts are represented by means of green line sections highlighting the hydrophobic parts of the ligand and the label of the contacting amino acids.  A table recapitulating all protein-ligand interactions is provided nearby.
B) 3D view mode: the complex is rendered by the OpenAstexViewer 3.0 plugin. The protein is rendered by cyan ribbons, the ligand by sticks, the binding site by a yellow transparent surface. Selecting an item in the interaction table automatically displays the corresponding residue and interaction pseudo-atoms.
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PDB: 1hop / HET: GCP

PDB: 1cg4 / HET: IMO

PDB: 1kjx / HET: IMP


Figure S3: Clusters of binding sites

The Clustering and 3D-alignment of all copies of a protein by similarity of ligand-binding sites is illustrated for adenylosuccinate synthase. The sc-PDB contains 9 copies of the protein (as defined by UniProt name). The clustering of site by similarity using Shaper yielded 3 clusters (top left dendrogram). The three clusters are numbered [1], [2] and [3] and their members are respectively colored in green, orange and violet. For each cluster of sites, residues in coordinate files were renumbered according to UniProt sequence. Mutations in site were identified on the sequence alignment of PDB and UniProt proteins. The top right panel shows the amino acids in PDB sites aligned to the UniProt protein. The 3D-dimensional structure of a representative complex for each of the three clusters illustrates variations in sites: in clusters [1] and [2] sites have similar size and location in the protein, but have different composition because they accommodate different ligands; cluster [3] represents the cofactor binding site.
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Figure S4: Search the sc-PDB for similar binding sites
Screenshots display the distribution of values for a given query binding site (top left), the ranked list of similar entries (bottom left) and the 3D-alignment of a selected hit with the query site (top right). The closer view (bottom right) better shows aligned ligands. The 3D-structure of the query is colored in yellow (PDB ID: 1hop, HET: GCP), the selected hit in green (PDB ID: 1loo, HET: GTP)  
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