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(eV)

W L Γ X W K

TiB(NaCl,pcc) a = 8.529 a.u.

(eV)

W L Γ X W K

TiN(NaCl,pcc) a = 8.03 a.u.

W L Γ X W K

TiO(NaCl,pcc) a = 8.074 a.u.

(eV)

W L Γ X W K

TiF(NaCl,pcc) a = 8.000 a.u.

(eV)

W L G X W K

TiC(NaCl,pcc) a=8.2a.u.

(eV)
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TiB(001)-1x1 ideal surface

ΓX M X

(eV)

Γ X M Γ
TiC(001)-1x1 ideal surface

(eV)

TiN(001)-1x1 ideal surface

ΓX M X

(eV)

TiO(001)-1x1 ideal surface

ΓX M X

(eV)

TiF(001)-1x1 ideal surface

ΓX M X

(eV)

V

(a.u.)

A potential(V) curve in the slab model

Ef(TiN)

Ef(TiC)

Slab Vacuum

[V = V(Hartree) + V(Local PS)]

W

Ef(TiB)
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