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SHEBA (Structural Homology by Environment-Based Alignment)
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Manual 

This manual is for SHEBA version 3.11 only. The SHEBA 4.0 manual is not available yet.

SHEBA has the following options and the Help manual can be displayed by typing sheba in the command line. The sequence of the arguments does not 
affect the output. To learn how to use them, please click on each option and the example page will be displayed. Input and Output files are:

1. (.pdb):  a flat PDB (ascii) format file. If the PDB file name ends with (.ent), please rename it as (.pdb) so that SHEBA can recognize. If the PDB file 
comes from an NMR experiment, there might be more than one model and SHEBA only processes the first one.

2. (.env):  a PDB-like format with only alpha carbon coordinates and environment values. Here is the example:

    Field Name: Definition

ATOM:  Record type
atom id:  The unique serial number of each atom.
atom name:  IUPAC format; only alpha carbon is included.
residue name:  IUPAC format.
chain:  The chain to which the atom belongs.
residue id:  The unique sequence number of each residue.
X coordinate:  Orthogonal coordinates for X in angstroms.
Y coordinate:  Orthogonal coordinates for Y in angstroms.
Z coordinate:  Orthogonal coordinates for Z in angstroms.
secondary structure:  0: Coil 1: Helix 2: Sheet.
accessibility:  Fraction of the solvent accessibility of the residue times 100.
polarity:  Fraction of the environment polarity of the residue times 100. 

3. (.db): a concatenated and compressed form of a set of (.env) files. This is a binary file.

https://ccrod.cancer.gov/confluence/display/CCRLEE/SHEBA
https://ccrod.cancer.gov/confluence/display/CCRLEE/SHEBA+Examples
https://ccrod.cancer.gov/confluence/display/CCRLEE/SHEBA+Download


4. (.list): an ascii file that contains a list of structures to be compared. Each line is one (*.env) file name. Currently the default maximum number of 
files (NP) is set to 10000.

5. (.trf): a file that contains a transformation matrix. This is an ascii file. One can obtain this transformation matrix by giving a SHEBA command with "-
x" option. This matrix transforms the second pdb coordinates toward the first.
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