QSGW
Perfect primitive
cell (2 atom)

Relabel atoms for
conventional unit
cell (8 atom)

Relabel atoms for
2x2x2 supercell
(64 atom)

Provides host atoms

l

J-Atomic relaxation

QSGW
8 atom cell with

Asg, defect

LDA
64 atom cell with
single defect

Provides final cell
atomic positions

{Atamic relaxation

defect

Relabel atoms for
64 atom cell with 8
defect

Provides atoms to replace
hosts within the range

J

Merging

Cut-and-paste
64 atom cell wiith
single defect



