Annotations

一 The information and format of the SKEMPI columns are as follows:

   1) The PDB entry for the complex, followed by the chain identifiers for the two   subunits. The first chain(s) correspond to protein 1 (column 10) and the second chain(s) correspond to protein 2 (column 11). Following this link will lead you to the relevant page in the protein databank.

   2) The mutation(s) corresponding to the residue numbering found in the protein databank. The first character is the one letter amino acid code for the original residue, the second character is the chain identifier, the third to penultimate characters indicate the residue number, followed by the residue insertion code where applicable, and the final character indicates the mutant amino acid. Where multiple mutations are present, they are separated by commas.

  3) The mutation(s) corresponding to the residue numbering in the 'cleaned' pdb files, in the same format as for column 2.

  4) The locations of the mutations(s) in or away from the binding site, as defined in "A simple definition of structural regions in proteins and its use in analyzing interface evolution", ED Levy, J Mol Biol. 2010, 403(4):660-70). 
  5) The hold-out type. Some of the complexes are classified as protease-inhibitor (PI), or antibody-antigen (AB). This classification was introduced to aid in the cross-validation of empirical models trained using the data in the SKEMPI database. so that proteins of a similar type can be simultaneously held out during a cross-validation.

  6) The hold-out proteins. This column contains the PDB identifiers (in column 1) and/or hold-out types (column 5) for all the protein complexes which should be excluded from the training when cross-validating an empirical model trained on this data, so as to avoid contaminating the training set with information pertaining to the binding site being evaluated.

  7) The affinity of the mutant form (M).

  8) The affinity of the wild-type form, or form in the PDB structure (M).

  9) The reference for the affinities, as well as any further kinetic or thermodynamic information. Where available, the pubmed ID is given with a link to the relevant entry in pubmed, otherwise the whole reference is given.

  10) Protein 1. This is the name of the protein which corresponds to the first chain(s) given in column 1.

  11) Protein 2. This is the name of the protein which corresponds to the second chain(s) given in column 1.

  12) The temperature at which the experiment was performed.

  13) The association rate for the mutant protein, where available (M^(-1)s^(-1)).

  14) The association rate for the wild-type protein or protein in the crystal structure, where available (M^(-1)S^(-1)).

  15) The dissociation rate for the mutant protein, where available (s^(-1)).

  16) The dissociation rate for the wild-type protein or protein in the crystal structure, where available (s^(-1)).

  17) The enthalpy of association for the mutant protein, where available (kcal mol^(-1)).

  18) The enthalpy of association for the wild-type protein or protein in the crystal structure, where available (kcal mol^(-1)).

  19) The entropy of association for the mutant protein, where available (cal mol^(-1) K^(-1)).

  20) The entropy of association for the wild-type protein or protein in the crystal structure, where available (cal mol^(-1) K^(-1)).

  21) Notes regarding the entry.

二 The information and format of the BID columns are as follows:

    Interaction strength; W (weak), I (intermediate), N (insignificant), S (strong). 

    ** represents hot spot

    -- represents non-hot spot

三 The information and format of the dbMPIKT data columns are as follows:
  1) The PDB entry for the complex, followed by the chain identifiers for the two subunits. The first chain(s) and the second chain(s) correspond to protein 1 and 2 . Click PDB ID to link to the relevant page in the PDB.
  2) The mutation(s) corresponding to the residue numbering found in the PDB. The first character is the one letter amino acid code for the original residue, the second character is the chain identifier, the third to penultimate characters indicate the residue number, and the final character indicates the mutant amino acid. Where multiple mutations are present, they are separated by slash.

  3) Protein 1 The name of  protein 1.

  4) Protein 2 The name of  protein 2.

  5) The reference for the kinetic or thermodynamic information.Where available, the  

pubmed ID is given with a link to the relevant entry in pubmed.

  6) The kinetic or thermodynamic data of the wild-type form.
  7) The kinetic or thermodynamic data of the mutant form.
  8) Method. An experimental method for measuring affinity. The temperature at which the experiment was performed.
