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Figure S1. — Electrostatic potential of a copper (111) surface with a single paracetamol placed on its
surface at its structurally optimised position. Electrostatic potential of the isolated surface and iso-
lated molecule also shown.
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Figure S2. — Electrostatic potential of a nickel (111) surface with a single paracetamol placed on its
surface at its structurally optimised position. Electrostatic potential of the isolated surface and iso-
lated molecule also shown.
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Figure S3. — The impact of the distance from the optimised position of the paracetamol molecule on
the surface of the aluminium (111) system to the system Fermi energy.



-1.00

Fermi Energy (eV)

-1.00

Fermi energy (eV)

-2.25

-2.35

-2.45

-2.55

-2:65

-2.85

-2.9

-2.95

-3.05

.00 1.00 2.00 3.00 4.00 5.00 6.00
—0
Distance from optimised position (A)
Figure S4. — The impact of the distance from the optimised position of the paracetamol molecule on
the surface of the copper (111) system to the system Fermi energy.
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Figure S5. — The impact of the distance from the optimised position of the paracetamol molecule on
the surface of the nickel (111) system to the system Fermi energy.
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Figure S6. — Charge density difference iso surface of paracetamol on copper (111) surface at
several distances. Side view. The geometry-optimised position of paracetamol is indicated by d,.
Iso value = 7x10 electron/A3.
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Figure S7. — Charge density difference iso surface of paracetamol on a nickel (111) surface at
several distances. Side view. The geometry-optimised position of paracetamol is indicated by d, .
Iso value = 7x10° electron/A3.



