We  need 2 files as INPUTs;


- Will be in the share ; protein coordinates (*.pdb file) and drug coordinates (*.pdb)

To be able to prepare these files, we should have autodocktool and python2.3 installed in our computers. From:

http://www.python.org/download/

DOWNLOAD
we can install python2.3, and from:

http://www.scripps.edu/~sanner/software/packager.html 
DOWNLOAD
link we can install autodocktool. (namely; MGL tools)
Use MGL tools;


- 4 OUTPUT files will be  produced.

Hattusas Server & Job submission

SSH  is needed. 



DOWNLOAD
Hattusas account is needed.


ACCOUNT name, password
 - Create Job file

Job submission.

