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Single and double bonds

A molecule can rotate around a single bond:
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A double bond is fixed:
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Structure of a polypeptide chain

Polypeptide chain
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http://en.wikipedia.org/wiki/Peptide_bond

Angles ¢ and y: zero (origin)
and positive direction
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Calculation of ¢ and p angles

A plane normal:
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Ramachandran plot
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Lenardo-Dzonso potencialai
(Lennard-Jones potential)
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http://en.wikipedia.org/wiki/Lenard-Jones_potential

Amino rugsciy tipa
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Amino rugsciy tipai (2)
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Amino rugsciy tipai (3)
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Model Crystal structure
(Kajava et al., 2001) (Clintin et al., 2004)

RMS deviation of C, atoms is 1.1 A

Sia, skaidre maloniai pateiké/this slide was kindly provided by:
Dr Andrey Kajava

Group of Structural Bioinformatics and Molecular Modeling
Centre de Recherches de Biochimie Macromoléculaire, CNRS
Montpellier, FRANCE



Software for structure analyses

« Geometry analysis, Ramacandran diagram
- Procheck, Whatlf, WhatCheck, Coot, Pymol ...
« Secondary structure assignment
- DSSP, Stride
« PDB validation:


http://www.rcsb.org/pdb/
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