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Important parameter
Cut-off energy = 350 eV, K-point=5X5X5, cell size (3X3X3X2=54)
convergence condition < 0.002eV/A for each atoms
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Total energy gain by H trapping

M: metals o H .H

Vac: vacancy

n : number of metals

m: number of hydrogen @
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Where is stable site for H? metal

hydrogen

In vacancy
H is located near O-site
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H prefers T-site in bulk. But H prefers O-site in vacancy
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A maximum of 6 H atoms are accommodated.
Regular octahedral structure of H atoms.
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Total Binding Energy Eiot (eV)
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Energy level of H atom in BCC metals
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(a) Stable configurations of multiple H atoms in W monovacancy

[single H atom in W monovacancy]
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[4 H atom in W monovacancy]
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In fact, a maximum of 6 H atoms are accommodated in Fe vacancy.
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