WISDOM PARAMETERS AND DATATYPES

1.Biological parameters

At the moment we consider two types of experiments using the WISDOM environment : docking and molecular dynamic. In both cases the process involve computation of a target structure again at least one ligand. These entities can be found in public biological databases : 

· PDB for proteins structures. The elements are available in the pdb format.

· ZINC for ligands. These elements are available in the mol2 format.

So the parameters are :

· target

· compounds database

Is 'compound' and 'ligands' exactly the same thing? Yes.

These data formats are quite standards in the bioinformatics community, however depending on the software some convertion and preparation need to be performed for the software to understand and interprete these formats.

How is done the adaptation today? Run a pre-script on the input files?

Avec autodock: format pdbqs préparé à l'avance. A terme, transformation pdb -> pdbqs à faire au vol dans le workflow.

The following parts will describe more into details the specific formats for each software.

(the parts still need to be developed)

1.1Autodock types

· .mol2 

· .pdbqs

· .dlg

1.2 Flexx types

· .mol2

· .pdb 

· score file .log

· match info file .log

1.3 Amber types

· mol2

· pdb

Amber is the dynamic simulator? Yes.

2.Software parameters

Are parameters stored in a file as well? How is done the invocation then?

Chaque logiciel a un ensemble de paramètres définis dans des fichiers d'entrée type variable d'environnement. Différents paramètres peuvent conduire à différentes invocations. Invocation: ligne de commande dans shell -> autodock, flexx sur ligne de commande + éventuellement fichiers config implicite.

Parameter files specify how the docking or molecular dynamic will take place, and are often mandatory to define the environment of the experiments.

(the parts still need to be developed)

2.1 Autodock parameters

-.dpf

2.2 Flexx parameters

-.bat

- match information

2.3 Amber parameters

 ??

3. Grid parameters

Grid parameters are there to define how the experiments workload will be managed on the grid environment. Some of these parameters are generic to the WISDOM production environment, and some are specific to the virtual organisation that supports the job executions.

3.1. deployment definition

-software (with binaries)

-software scripts (installation and execution)

-name of subsets

-job number (number of subsets)

-status server and account (ex : wisdom-dc@wisdom-dc.healthgrid.org )


-database connection parameters     


-estimated duration of  one process with the following software on the average cpu.

3.2. VO specific parameters (EGEE)

· list of resource brokers

· list of CE (sites)

· list of SE

· lfc hostname

· bdii hostname

· subsets urls

· blacklists

