TUTORIAL sobre SIMULACION MOLECULAR:

- VISUALIZADORES DE ESTRUCTURAS:

1) RASMOL: http://www.umass.edu/microbio/rasmol/
2) VMD: http://www.ks.uiuc.edu/Research/vmd/

3) Swiss PDB-viewer: http://spdbv.vital-it.ch/

4) PyMol: http://www.pymol.org/

- PROGRAMAS DE SIMULACION:

1) CHARMM: http://www.charmm.org/

2) Tutorial CHARMM: http://www.ch.embnet.org/MD tutorial/
3) NAMD: http://www.ks.uiuc.edu/Research/namd/

4) GROMACS: http://www.gromacs.org/

5) AMBER: http://ambermd.org/
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Estructura de una simulacion.

CRY STAL STRUCTURE

‘PROTEIN DATA BANK™

|

Initial Relaxation process
Energy Minimization / Const. Dyvnamics

!

Solrating the System Setting wp PBC
Neutralize charge excess Elkcirostatics (FME)
Solveniadapiation
CPT Dynamics (NPT)
System Heating and Equilibration
NVE/MNPT Dynamics

J

Production Phase.Generate trajectories.
Langev in/Andersen/Nose Hoover Dynamics
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Estructura de ficheros en CHARMM (CHARMm o Insight Il)

!. Read model definitions from 2. Read sequencey from sequence
residue topology files {RTEFy) file { seq)
J. Read parametery from 4. Generate a protein yructure 5. Read or generate Cartesian
parameter files {PARA or PARM ) file (PSF) containing model coordinates for all atoms in the
information model {COOR)

#

6. Calculate energy uving
the PSF, parameter. and
coordingte files

'

Ferform calculationy and simulations includine molecular dynamicy, free enercy
i loulat i leae Iuding lecular dy Ty
perturbation, and imposing periodic boundary conditiony and constraines






