
Quantum embedding for point defects

- What is a point defect ? Consider a crystal lattice
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- Why are we interested in point defects ?

· Exist in all materials : (Ge-Fform/list due to

Configurational entropy

· Profound ly change material properties at low densities

Examples : # I dopant per 10, 000 unit cells makes

SiTiOs superconductor
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* Kondo effect :
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* Defects can be used as qubits
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· At every State R we have a Block function
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:IPr(r)=
iRR
4

↑
Now real space

· Can include multiple bands :
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- Wannier functions give us a "tight-binding"
description: kS for DFT
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E "Bulk" enters via shape of WFs
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