
Step 1  运行VASP自洽计算，得到自洽的CHGCAR.

Step 2  读CHGCAR，运行vasp非自洽计算，来加密k-mesh
INCAR:  
ISTART = 0
ICHARG = 11; LCHARG=. FALSE.
ISYM=2   (use symmetry)
(Check if "irot" is present in the OUTCAR file.)

KPOINTS:
K-Spacing Value
0
Gamma   (Γ-centered mesh)
20 20 20

Step 3 运行symmFS程序，生成bands.fermi.bxsf文件
读入CONTCAR OUTCAR KPOINTS EIGENVAL

Step 4 读bands.fermi.bxsf，运行xcrysden绘制费米面

symmFS计算并绘制费米面

   #commands
$ cp INCAR.scf INCAR
$ cp KPOINTS.scf KPOINTS
$ vasp_std  > vasp.out_scf
(sbatch sub-vasp.slurm)

$ cp INCAR.nscf INCAR
$ cp KPOINTS.nscf KPOINTS 
$ vasp_std  > vasp.out_nscf
(sbatch sub-vasp.slurm)

$ gfortran  symmFS.f90  -o symmFS
$ ./symmFS.sh

#plot
$ xcrysden --bxsf bands.fermi.bxsf

Example Cu

bands.fermi.bxsf is generated.



1)./symmFS.sh 
 

2)xcrysden --bxsf bands.fermi.bxsfExample Cu
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