Code

k-mesh

Wannier
spreads

W90

4x4x4

JT211T
2T
+11383
.11383
JF1383

6x6x4

.34929
.41939
.52320
.106€5
. 61573

6x6Xx5

.47141
.78231
. 79564
.7877¢6
.31801

6x6x6

.79487
.90747
»39937
.00702
. 38268
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Band fitting using W90 code:

k=4x4x4
— DFT
- === Wannier
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k=6x6Xx5

—DFT

- === Wannier
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k=6x6x4
—DFT
--=-- Wannier
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6Xx6x6
— DFT
- === Wannier
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