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Force orthorhombic cell

(@) Set slab width by length [A]

W3
L= Supercell a-axis : b-axis :
!
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Slab [A] Vacuum [A] Total width [A]

[12420727 | + [0 | = 22420727 |

Position | Adjust center of slab to center of cell

[ Terminate dangling bonds with hydrogen

|:| Do not insert vacuum
L’ b4

Maximum slab width internally generated [A] m

‘a= 10,056 b= 8,708 c= 22,421 ‘

alpha= 90.000 beta= 90.000 gamma= 50.000 oK
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