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Table S1: Atomic coordinates of the silver tip and Zn(II)-etioporphyrin I system optimized 
with the PBE functional, with the kinetic energy cutoff for wave function and charge density 
set to 60 Ry and 800 Ry respectively, and with the Grimme’s DFT-D2 dispersion correction 
included (the tip-molecule distance set to 6 Å). 
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Figure S1: Visualization of the selected orbitals of the silver tip and Zn(II)-etioporphyrin I 
system (top view). 
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Figure S2: (a) Power spectrum and (b) population dynamics for intramolecular electron 
cooling. For state numbering, please refer to Figure S1.  

 

 

 

 

 

 


