Intr oduction to atomistic simulations 2003 Exercise 3, return date Tue Feb 11, exercise session Thu Feb 13 You can obtain the mdmorse code from the course web page:

http://beam.helsinki.fi/~knordlun/atomistiset/

1. Complete the subroutine SetTemperature() in physical.f90 in the code

mdmorse. This also requires completing the subroutine generating Gaussian

random numbers. You may use your solutions to the previous excercises as help. Check your code by compiling and running mdmorse. The routine GetTem-

perature (which is already provided) should return about twice the input

value initialT. Return the exercise with all the required subroutines in the file physi-

cal.f90.

2. (18 p) Complete the subroutine UpdateNeighbourlist in neighbourl-

ist.f90 in mdmorse. The subroutine should generate a Verlet neighbour

list taking account of the periodic boundary conditions. You do not need to use a linked list.

Hint: when the subroutine in the end outputs the number of neighbours, the answer should be 78.00 with the default inputs. Return the exercise with all the required subroutines in the file neighbourl-

ist.f90.

Whenreturning subroutines to the code for the exercises, the minimumrequirement is that each subroutine returned compiles on a standard Unix (e.g. heavy) withf90 -c filename.f90, or in C cc -c filename.c. Subroutines whichdo not compile, give 0 p.