Amino acids equivalences within protein structures
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Supplementary data 1: The Protein Blocks. Each PB (noted from a to p) is visualized with VMD software (Humphrey et al., 1996) with its frequency in the databank, the values of its main transitions and a pie with the frequency of secondary structure assigned by STRIDE (Frishman and Argos, 1995) software (red: -helix, white: coil and blue: -strand). The PBs m et d correspond to the prototypes for the central -helix and the central -strand, respectively. PBs a through c primarily represents -strand N-caps and e and f, C-caps. PBs g through j are specific to coils, PBs k and l to -helix N-caps, and n through p to their C-caps.
Frishman, D., and Argos, P. (1995). Knowledge-based protein secondary structure assignment. Proteins, 23, 566-79.
Humphrey W, Dalke A, Schulten K. (1996) J Molec Graphics;14, 33-38.
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Supplementary data 2: Schematic principle of the analysis. (Left): each Protein Block is associated to a list of local fragment sequences, thus an occurrence matrix can be computed (of size 15 positions x 20 amino acids). The principle of protein encoding in terms of PBs is presented in Figure 1 of (Etchebest et al., 2005). (Right) A hierarchical clustering is performed using R package hclust (Ihaka and Gentleman, 1996). The different metrics used to perform the hierarchical clustering, e.g. Ward, creates the same dendogram topology. It makes possible to find the kinds of amino acids associated for this particular local fold. (Down): The concatenation of the matrices in one large matrix (of size (15 positions x 16 PBs) x 20 amino acids) is done and analyzed. It gives the general view of classical association of over- and under-representation of amino acids using local structure prototypes. Hence, we have compared this global results with each local results (i.e. for each PBs) to assess the quality of clusters.
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