Schedule for the MD jobs  ( 4 MD jobs)
	
Date

	
Task
	
Remark

	
6-7 June
	
Installing Schrodinger suite
	Since it’s not a license upgrade, installation of the latest version needs to be done from scratch.

I believe that the desktop machine will be used as the license server and a gpu node can be configured to the node list authorized to access the license file. The second part is bit tricky.

I have kept aside two days for this because if any issue pops up during installation I we need help from Schrodinger support team.


	
8 June

	Calculate the MM-PBSA and MM/GBSA binding energies of Sirt3/OAADPr complex with native and open loop.
	This simulation will be setup before my vacation.
(One probably today and other by Friday). They will be running on the gpu node over the weekend.

	
9, 10, 13 June
















	
Modelling new Sirt3/AADPr/deace-peptide complex based on an agreed protocol using 4BVH as template and native and open loop (3GLS from apo).

This will involve side chain prediction/repacking post placement of the deace-peptide in to the Sirt3-2OAADPr crystal structure.
Also we need to check the quality of modelled structure for sterochemical violation and side chain conformation issues 


	

A detail protocol will be send out concerning  the steps involved in the side chain refinement for your approval, before subjecting the modelled structure for  MD simulation

	
14, 15 June

	
Preparing the system for MD simulation
	
This includes parametrizing the non-standard residues and obtaining QM partial charges followed by minimization and equilibration

	         
                         16 June

	
Analyzing if the system has equilibrated and then launch the production simulation for the sirt3/AADPr/deace-peptide with open/closed loop conformation
	
Once this job gets launched, I will start modelling other systems which you deem to be important. Assuming 3 ns per day (two jobs will be running concurrently, one on each gpu device) it would take 4 days for the simulation to be complete.

	
                         17 and 20th  June

    
	
Modelling other relevant complex (2-3 systems can be modelled and prepared in 2 days) based on the order or priority which will be decided later

	

	
                           21st  June


	
Compute MM-PBSA and MM/GBSA binding energies for Sirt3/OAADPr/ deace-peptide complex with native and open loop.

	

	
22nd   June

	
[bookmark: _GoBack]Preparing the other system for MD simulation

	

	
23rd June 
	Equilibrating the system and launching the production simulations
	

	
24-27 th  June
	
Other pending miscellaneous tasks  and other task that will be 

	

	
30th June
	Prepare and analyze the trajectories for MM/GBSA and MM/PBSA scoring
	

	31st June 
	Compiling a report of the work, focused more on data and method relevant for the paper

	



