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Figure S1: Integrated dipole transition intensity I = ∫₀ᵀ |C(τ)| dτ for AgAu–CdSe and AuAg–CdSe 

heterostructures, obtained from the time-dependent dipole response in RT-TDDFT simulations.  

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 

Figure S2: Charge–density–difference isosurfaces at the metal--QD junction (same iso-value in all 

panels). Green: accumulation; red: depletion.  


