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Revealing the Mechanism of Current-Induced Molecular Emission
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Table S1: Atomic coordinates of the silver tip and Zn(ll)-etioporphyrin | 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 A).

Atom X (A) Y (A) Z (A)
Ag 7.00 7.00 1.89
Ag 5.62 4.52 2.00
Ag 2.85 4.61 2.07
Ag 4.17 7.04 2.00
Ag 5.55 9.44 2.00
Ag 7.00 11.79 2.07
Ag 8.45 9.44 2.00
Ag 9.83 7.04 2.00
Ag 11.15 4.61 2.07
Ag 8.39 4.52 2.00
Ag 7.00 5.25 4.37
Ag 4.17 5.36 4.38
Ag 5.49 7.88 4.37
Ag 7.00 10.27 4.38
Ag 8.51 7.88 4.37
Ag 9.83 5.36 4.38
Ag 5.51 6.15 6.65
Ag 6.99 8.71 6.65
Ag 8.48 6.14 6.65
Ag 7.00 6.99 8.84
N 8.05 5.75 14.95
C 6.67 5.73 15.03
C 6.17 7.06 15.24
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Figure S1: Visualization of the selected orbitals of the silver tip and Zn(ll)-etioporphyrin |

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.
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