Intr oduction to atomistic simulations 2003 Exercise 4, return date Tue Feb 18, exercise session Thu Feb 20

1. (12 p) Write the subroutine Solve1, which does the predictor part of the solution of the equations of motion with the velocity Verlet-algorithm Add also periodic boundary condition control in the code. That is, if the variable periodicx is set, the atoms which move outside the cell in the x dimension should be correctly returned inside it, and same for y and z.

3. (9 p) Write the subroutine Solve2, which does the corrector part of the velocity Verlet solution of the equations of motion.

Return the exercises as the file solve.f90.

If you solve this exercise right, and have a working solution to the exercise 3, the atoms will start moving when you run mdmorse. But since the force calculation is not yet implemented, the atoms will move in a straight path. You can animate the motion in heavy or sirppi with dpc, /usr/local/contrib/bin/dpc cube 9.1 xyz erase sort 2 3 4 5 atoms.out More info on dpc in the first lecture notes or with man dpc.