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Fig. 2 Pressure effects on Fermi levels and total energies for the doped system and pure system
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Fig. 3 Diagrams of band structures (The dashed lines denote Fermi levels)
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Pressure Effects on the Band Structure of BCC Lithium
with Substitutional Hydrogen Defect
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Abstract; The pressure effects on the band structure of bee lithium with substitutional hydrogen defect

are studied by using ab initio pseudopotential-plane wave method at 0 K temperature. Even though the

impurity hydrogen atom localizes a free electron in the sea of metallic valence electrons,the doped sys-

tem still acts as metal,but an isolated band and a band gap appear under Fermi level, the lowest metal-

lic band is distorted at Gamma point,and elsewhere in other conduction and valence bands. When pres-

sures applied on the system,the band gap is widened and the isolated band tends to be stretched hori-

zontally into a line,just like an energy level.
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