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® [attice settings

e trigonal cell (TAPIOCADES )

o T EZN 54651 ang.

® Atoms
® PP no. | :Si
e (0,0,0),(0.25,0.25,0.25)
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® |attice:clustering

® xyz mode : | x|x3
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® Tapplnputl o SmplKpt
® cutoff:3.5a.u. ® mode :COS
® band: |6 ® dos band lower: |
® Tapplnput2 ® dos band upper: 16
® store_ wfn :store ® dos mesh : 4x4x|
® scf converge:le-10 ® mmm outline

® mesh : 4x4x|
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® stm data
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o 0.666666 0.0 O.I111111
0.0 0.0 0.0
2.000000 0.0 0.3333333

e for H(-0.25,0.0,0.04166666)

o 0.666666 0.0 -O.11TTTTI
0.0 0.0 0.0
-2.0 0.0 0.3333333
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&filemap

basename = si00 | -ht-edit
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/
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® wannier_ini_basis mode = |

Fn A0, AEBEEERICENDHD?

)Y

\/

® wannier _ident b mat=T
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o WZEETDALTT (program_mode = generate_rcp)
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DB FRETEZ1T 5,

o HIAEEEREWKRX YY1 &RNICIKHE,

o KEIFEIZMERT Do (store_wfn = 1)

INY REAAEAZT-oT. WRINVROIXRILF—T 40
Nz Ré 5,

T _ITEB =KD, (wannier)
A/ K&K S, (hmatr2bnd)
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# wannier data
&max_loc_wannier
wannier_band_Jower = |0, energy window B &/ R g3
wannier_band_upper = 20,

simple cubic ~ wannier_cell_type = |,
wannier_eng_lower = 0.25725d0,
wannier_eng upper = 0.35647d0,

wannier _number_gaussian = 3,
wannier_ident b _mat =T,
wannier_range lattice trans = 3, 3, 3,
program_mode = 'generate rcp'

/

3 | 0.50D0 0.00D0 0.00D0O 0.00DO0
3 2 0.50D0 0.00D0 0.00D0 0.00DO0
3 4 0.50D0 0.00D0 0.00D0O 0.00DO

energy window

(0,0, 0)ICV
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&max_loc_wannier

wannier_cell_type =5, orthorhombic and tetragonal
wannier_range lattice trans = 3, 3, 3,
wannier_ini_basis _mode = 2,
wannier_threshold spread = 1.0d0
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| 1 0.80d0

2 | 0.80d0

2 2 0.80d0

2 3 0.80d0
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® wannier (generate rcp) DIZZEH /7

lonic polarization (Cartesian)
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SrVOg, Energy band

HE/N R

H(R) [eV]

(0,0,0)| xy yz ZX
Xy 8.66 0 0
yz 0 8.66 0
ZX 0 0 8.66

0,0,1)] xy yz ZX
xy | -0.03 0 0
yz 0 -0.26 0
ZX 0 0 -0.26

O,1,1)] xy yz ZX
Xy 0.0l 0 -0.01
yz 0 -0.09 0
zx | -0.0l 0 0.01
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