k-gen

30 jobs zo

Radial Centered line

Gamma rec
#makepath

0.000000 0.000000 0.000000 ! Center
0.666666 -0.333333 0.000000 ! Start Kbar
0.000000 0.500000 0.000000 !End Mbar

(-.6996, .9850, .0000)

INPAR

SIGMA =0.03
SPECDELTA = 0.001

SYMPOINT1=0.00.00.0

EDELTA1 =3.0
EDELTA2 =3.0

(.6996, .2854, .0000)
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k-gen

30 jobs 20

Radial Centered line

Gamma rec
#makepath

0.000000 0.000000 0.000000 ! Center

INPAR

SIGMA =0.03

0.666666 -0.333333 0.000000 ! Start Kbar
0.000000 0.500000 0.000000 !End Mbar

Fermi Surface (NbSe2 unit)

(-.6996, .9850, .0000)
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30 jobs
Radial Centered
Gamma

k-gen

> INPAR
line
rec
#makepath SIGMA =0.3

0.000000 0.000000 0.000000 ! Center
0.666666 -0.333333 0.000000 ! Start Kbar
0.000000 0.500000 0.000000 !End Mbar

(--6996, .9850, .0000)

SPECDELTA = 0.00001

(6996, .2854, .0000)
1

Fermi Surface (NbSe2 unit)

(-.6996, -.2854, -.0000)

Fermi Surface (Unfolded)
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(6996, -.9850, -.000C

SYMPOINT1=0.00.00.0
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0

Fermi Surface Spectral Function (Unfolded)



30 jobs
Radial Centered
Gamma

k-gen

> INPAR

line

rec

#makepath SIGMA =0.3

0.000000 0.000000 0.000000 ! Center SPECDELTA = 0.00001

0.666666 -0.333333 0.000000 ! Start Kbar
0.000000 0.500000 0.000000 !End Mbar
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Fermi Surface Spectral Function (Unfolded)



E-Eg(eV)

EBSbloch
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