1. I would like to run Schrodinger software from desktop and cluster. I think slave003 will be used as Schrodinger License Server (please confirm) and I have noticed that for all features(SUITE_20JAN2015, CANVAS_ELEMENTS, CANVAS_MAIN etc.), there are many licenses issued, but no licenses are currently in use.  
I tried to test Schrodinger token "BioLuminate" from your desktop, the GUI of "maestro" and "Maestro Elements" can be opening using double clicking but error is getting for BioLuminate, the error is "There are no valid shared licenses token available, please try this script again when a token is available" .What do I need to do to solve such type of error? How to run Schrodinger token from desktop?

Please describe any other issues with using the software licenses (on both cluster and desktop).

It is likely that BioLuminate requires extra license not included in our purchase. The modelling work I did always start from maestro. Currently most desktop/cluster that used to run Schrodinger have correct configuration (specifying the license server) and ready for use.

2. I would like to run a test to verify that the software is working properly. You can provide any such example to me to test.

You can run any test job from maestro GUI. E.g. locate a pdb file (i.e. 4BVG.pdb) and run Protein Preparation Wizard using default option in the three-step process to see how thing works.

3. Depend on the example, what are the data/input files require to test Schrodinger token?
To test various modules from maetro GUI, you have to learn about the required input/data for each module. E.g if you are try to run a docking job, you need to prepare the receptor (first run Protein Preparation Wizard, then set up the active site) and you also need to prepare the ligand using ligand preparation module. Then from the docking interface, you can specify further parameters to run the docking job.

I need to check schrodinger installation on cluster. Please provide me instructions on how to test run any single schrodinger job from command line on cluster, in order to test licenses from there, with appropriately specified i/o. If this involves the use of input files prepared through maestro please provide the names of those already prepared files so I do not have to prep them. 

I have been using schrodinger on pmcat-gpu1 and other nodes may not be set up properly. One of the most often used command in Schrodinger suite is prime and I have run it several times (you can find it under directory /home2/plin/work/project01/run_schrodinger ). You can choose to run a previous job by cd to the directory and you can run ‘prime prime-loop_36_2h4f_addloop37-42_h-opt_37-43_muex.inp’ for example. You may need to remove previous output in order to proceed.

Please also let me know how to check the number of tokens that are currently in use on cluster and desktop (eg by checking log file for a job).

You can run ‘licadmin STAT’ to check the licensing status.

I required instructions for a command line test. Where do I need to submit job from?
Do I need to log into pmcat-gpu1 node to submit? 

What is the complete command with io specified? 

Please describe step-by-step instruction/command in detail.


4. Depend on the example, what will be the generated/output files for a particular Schrodinger token? So that I can verify that the Schrodinger software is working properly.

After each job is successfully run, you will be able to see various output files under the working directory, and the most straightforward result is demonstrated in structure/information file can be seen in the structural and table views. 

5. You configured several cluster nodes for use with Schrodinger. Could you please provide the nodes name?
I believed the only one I am settled for Schrodinger calculation other than the window desktop is pmcat-gpu1. 

6. I have attached two doc file for data/project and scripts. Kindly mention which ones were in-house developed scripts and how to use those scripts.

The script are for different tasks, and often self-explained in the script. “prepare_amber.pl” is used to calculate MM-GBSA energies provided the receptor in pdb format and ligands in mol file format.

RED-vII.52.pl is used to run charge fitting for non-standard ligands for Amber force field. 

Other scripts are also obvious from their names and documentation inside the script. It is also helpful to run “script –h” to get extra input information.

I. Please mention in Script-List.doc which script were developed in-house, instructions on how to run each script. 

Under directory /home2/plin/work/project01 at pmcat-gpu1, there are recorded command history that shows the scripts used to generate/analyze data, which should provide sufficient instruction on how to use the script. 
II. What each in house software does? 1-2 sentences per script is sufficient. 
III. Please provide me specific example of how to test an in-house script.  For example any script that parses data files. At least one script does RMSD calculations. Provide me instructions on how to test that script from command line (including I/o). You mentioned help commands for third party scripts but this is probably not supported for in house scripts (If I am mistaken please let me know.)
RMSD calculations example can be found under directory /home2/plin/work/project01/analysis_schrodinger/ .

e.g. sir2tm_struct002/set1, simply look into the bash script, calc_RMSDs_bb_per_residue_ref_2H4F_TER.sh, which calls calc_rmsd_noalign_v2.py to calculate RMSD and loop through all the selected files.

Further details of using the python code can be obtained by ‘-h’ option.

7. Could you please provide me document describing usage of each software tool from command line?

There are many software tools I installed and the documentation can be easily found by searching them online. They are beyond description here.

 I was referring to in house scripts. Please provide me document describing usage of each in-house developed codes.
