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Use-case example: Bader charges

Use density 𝜌 𝒓 = σ𝑡 𝑓𝑡 𝜓𝑡(𝒓)
2 to assign each atom a 

partial charge 𝑄𝐼 = 𝐵𝐼׬
𝜌 𝒓 d3𝒓 with VQE: 𝑓𝑡

VQE
= ⟨Ψ𝑉𝑄𝐸| ො𝑛|Ψ𝑉𝑄𝐸⟩

Improved Bader charges towards DFT+U reference
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