1. qasim@qasim-Inspiron-N4050:~$ cd /home/qasim/Naveed/BeTiS/SCF
2. qasim@qasim-Inspiron-N4050:~/Naveed/BeTiS/SCF$ init_elast_lapw
Enter reduction in %
5

Do you want to accept these radii; discard them; or rerun setRmt (a/d/r):
a
>nn (18:05:00)specify nn-bondlength factor: (usually=2) [and optionally dlimit (about 1.d-5)]
2
-----> continue with sgroup or edit the eos.struct file (c/e)
c
-----> continue with symmetry (old case.struct) or use/edit eos.struct_sgroup ? (c/e)
c
-----> continue with lstart or edit the eos.struct_st file (c/e/x)
c
An old eos.inst file is present. Do you want to overwrite it (N/y)
y
-up (default) -dn -nm (non-magnetic)-ask
Enter
19: PBEsol-GGA (Perdew etal. 2008)
13
SELECT ENERGY to separate core and valence states:
recommended: -6.0 Ry (check how much core charge leaks out of MT-sphere)
ALTERNATIVELY: specify charge localization
 (between 0.97 and 1.0) to select core state

-6.0
-----> continue with kgen or edit the eos.inst file and rerun lstart (c/e)
c
 NUMBER OF K-POINTS IN WHOLE CELL: (0 allows to specify 3 divisions of G
1000 (I used 20,000)
Shift of k-mesh allowed. Do you want to shift: (0=no, 1=shift)
0
-> continue with dstart or execute kgen again or exit (c/e/x)
c
----> do you want to perform a spinpolarized calculation ? (n/y)
y
----> do you want to perform an antiferromagnetic calculation ? (N/y)
n

Repeat the same steps for hmbohedral and tetragonal 

Press return to continue enter
qasim@qasim-Inspiron-N4050:~/Naveed/BeTiS/SCF$ cd elast
qasim@qasim-Inspiron-N4050:~/Naveed/BeTiS/SCF/elast$ elast_setup


calculations (i.e. simply vary volume) (y/n) ?
y
Do you want to use default parameters ?(y/n)
 (-10%,-5%,0,5%,10%)
y 
Do you want to create input files for tetragonal
strain calculations (i.e. vary c/a ratio) (y/n) ?
y
**** Setup for tetragonal calculations
Do you want to use default parameters ?(y/n)

(-4%,-2%,0,2%,4%)
y
Do you want to create input files for rhombohedral
strain calculations (i.e. vary a+b+c length) (y/n) ?
y
Lastly run ./*eos.job and repeat this job for rhomb and tetra
