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Materials for correlated phases
Complete database of exfoliable materials

High-throughput DFT

𝑡𝑡1 𝑡𝑡2 𝑡𝑡3

Tight-binding modelling

𝑡𝑡4

Tight-binding as a graphRandom forest fitting for long range 
hopping

(KPM) for local properties



• Identifying a candidate, e.g. PtSe2 

Materials for correlated phases

DFT + Tight-
binding

• Material statistics: 
Filter by chemical formula, 
atomic content, symmetries.

KPM generated local density 
Unit cell ~2000 sites
Computed in minutes
(DFT time: days)




