































































































	Molecular Dynamics Simulation of Nucleic Acids
	Proteins (polymers) are made up of Amino Acids (monomer units)
	 
	
	 
	Forces Stabilizing Compact Structure of Biomolecules (Proteins and Nucleic Acids)
	 
	 
	 
	 
	 
	Biomolecular Structures Determination
	 
	 
	 
	 
	 
	Quantum Mechanics
	 
	 
	 
	 
	 
	An approximation better than Truncated Taylor’s series
	 
	 
	 
	 
	 
	Gromacs benchmarks �GROMACS v 3.3.1�July 2006 �Benchmark 1: 1024 DPPC lipids with 23 water molecules per lipid, totalling to 121856 atoms. A twin-range group based cut-off is used, 1.8 nm for electrostatics and 1.0 nm for Lennard-Jones interactions. The long-range contribution to electrostatics is updated every 10 steps. 5000 steps = 10ps.�As others have observed, this is a particularly scalable benchmark. 
	 
	Amber 10 Benchmarks: Factor IX�May 2008. The Factor IX constant pressure benchmark from the AMBER benchmark suite. A TIP3 water solvated system with 90,905 total atoms and PME used with a direct space cutoff of 8 Angstroms. 
	 
	 
	 
	Development of Computer Graphics
	 
	 
	Architecture of NVIDIA graphics card
	CUDA C programming Language
	 
	 
	 
	 
	 
	 
	Present GPU status

