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Title: VI-SEEM e-Infrastructure services, Molecular Dynamics Simulations of Biomolecules and Computer-Aided Drug Design
Date: 19-21 October 2016 
Short description:
Through lectures and hands-on sessions, this training event first introduced participants to VI-SEEM e-Infrastructure services, and then focused on the principles and applications of biomolecular modeling, and pinpointed how biomolecular problems, such as drug design, are being currently addressed by computational techniques.

Language(s) of presentations: English
Lead organiser (name and email): Vladimir Slavnic <slavnic@ipb.ac.rs>
Location: Institute of Physics Belgrade, Belgrade, Serbia
URL: https://events.hpc.grnet.gr/event/23/
Local URL: -
Length of event: 3 days
Participants
	Organisation, Country
	Number of Participants

	Yerevan State University, Armenia
	1

	Sofia University "St. Kliment Ohridski", Faculty of Chemistry and Pharmacy, Bulgaria
	2

	Institute of Molecular Biology, Bulgarian Academy of Sciences
	1

	The Cyprus Institute of Neurology and Genetics, Cyprus
	1

	Tafila technical university, Jordan
	1

	FINKI, UKIM, Macedonia
	1

	Faculty of pharmacy, Ss. Cyril and Methodius University – Skopje, Macedonia
	4

	National Scientific and Practical Centre of medical Emergency, Moldova
	1

	University of Montenegro, Faculty of Natural Sciences and Mathematics, Montenegro
	1

	University of Montenegro, Faculty of Electrical Engineering, Montenegro
	1

	Institute of Molecular Genetics and Genetic Engineering, Serbia
	1

	Center for Chemistry, Institute for Chemistry, Technology and Metallurgy, Serbia
	2

	University of Belgrade, Faculty of Pharmacy, Serbia
	2

	IPB, Serbia
	5

	BRFAA, Greece
	1


Total number of participants: 25
Total number of countries: 9
Male: 56% Female: 44% Didn't answer: 0%
Feedback Analysis

	Course Component
	Average grade
(1: poor - 6:excellent)
	Standard Deviation (N=16)

	Goal 1:  HPC usage and software packages
	5 (5.0)
	1 
(1.12; 1.15)

	Goal 2: VI-SEEM Source Code Repository
	5 (4.94)
	1
(1.09; 1.12)

	Goal 3: VI-SEEM Data Repository
	5 (5.13)
	1
(0.86; 0.89)

	Goal 4: VI-SEEM Staging and Archiving
	5 (5.06)
	1
(0.83; 0.85)

	Goal 5: Related LS e-Infrastructure initiatives: BioExcel
	5 (5.25)
	1
(0.66; 0.68)

	Goal 6: Introduction to VI-SEEM LS services, workflows, applications, and data sets
	5 (5.31)
	1
(0.77; 0.79)

	Goal 7: 
Hands-on training: Visualization of Biomolecules using VMD
	5 (5.44)
	1
(0.79; 0.81)

	Goal 8: 
Hands-on training: Molecular Dynamics Simulations of the lysozyme protein using NAMD: 1. Minimization
	5 (4.88)
	1
(1.05; 1.09)

	Goal 9: 

 Hands-on training: Molecular Dynamics Simulations using NAMD: 2. Equilibration
	5 (4.81)
	1
(1.07; 1.11)

	Goal 10: 

Example of successful VI-SEEM application of Molecular Dynamic Simulations: Polythyleneimine loaded inverse SDS micelle in pentanol/toluene media
	5 (4.75)
	1
(1.03; 1.06)

	Goal 11: 

 Hands-on training: Molecular Dynamics Simulations using NAMD: 3. Dynamics
	 5 (4.94)
	1
(0.97; 1.0)

	Goal 12: 

Hands-on training: Molecular Dynamics Simulations using NAMD: 4. Analyzing MD trajectories
	5 (4.94)
	1
(0.90; 0.93)

	Goal 13: 

Introduction to GROMACS
	4 (4.44)
	1
(1.37; 1.41)

	Goal 14: 

Introduction to Computer-aided drug design: Principles and applications of the method using the Schrodinger Suite and the ChemBioServer
	5 (4.94)
	1
(0.97; 1.0)

	Goal 15: 

Hands-on training: Computer-Aided Drug Design
	5 (5.0)
	1
(0.87; 0.89)

	Overall evaluation
	5 (5.19)
	1
(0.73; 0.75)

	Presentations
	5 (5.19)
	1
(0.73; 0.75)

	Lab exercises
	5 (4.88)
	1
(1.05; 1.09)

	Advertisement & Registration
	5 (5.44)
	1
(0.79; 0.81)

	Facilities
	5 (5.38)
	1
(0.93; 0.96)


