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Answer any FlIVE Questions
Al'l Questions carry equal marks

1. What is central multipole expansion? How is it used to describe molecules?
2. What are London forces? Describe how they are treated in molecular modeling.
3. Give a brief account of molecular dynamics method of molecular simulation.

4. What is a block method in a molecular simulation program? Describe its use and
importance in improving the molecular simulation programme.

S. (a) Describe the use of Lennard - Jones potential in calculation of force between two
atoms.

(b) How this force calculation is implemented using loops in molecular dynamics
simulation?

6. Describe the use of SHAKE method with Verlet algorithm.
7. Explain the following :

(a) Markov chain

(b) transition matrix

(c) stochastic matrix

(d) Boltzman factor.

8. Describe how Monte Carlo Simulation methods can be used for simulations of atomic
and small molecular systems.



