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Figure S6. Energy level diagrams of the isolated extended model (upper) and the coupled extended model (lower) and equilibrium transmission curves, T(E,V=0), with partial density of state (PDOS) of NiPTP.
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Figure S8. Energy level diagrams of the isolated extended model (upper) and the coupled extended model (lower), and equilibrium transmission curves, T(E,V=0), with partial density of state (PDOS) of CoPTP5.
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Figure S9. Energy level diagrams of the isolated extended model (upper) and the coupled extended model (lower) and equilibrium transmission curves, T(E,V=0), with partial density of state (PDOS) of FePTP.
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Figure S7. Energy level diagrams of the isolated extended model (upper) and the coupled extended model (lower), and equilibrium transmission curves, T(E,V=0), with partial density of state (PDOS) of CoPTP4.
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Figure S2. Energy level diagrams of the isolated extended model (upper) and the coupled extended model (lower) and equilibrium transmission curves, T(E,V=0), with partial density of state (PDOS) of phenyl dithiol (PDT) at the “bridge” configuration (optimized structure).





Figure S3. Energy level diagrams of the isolated extended model (upper) and the coupled extended model (lower) and equilibrium transmission curves, T(E,V=0), with partial density of state (PDOS) of PDT at the “Hollow” configuration.





Figure S4. Energy level diagrams of the isolated extended model (upper) and the coupled extended model (lower) and equilibrium transmission curves, T(E,V=0), with partial density of state (PDOS) of PDT at the “Atop” configuration having one more Au atom each side of PDT molecule.





Figure S5. Energy level diagrams of the isolated extended model (upper) and the coupled extended model (lower), and equilibrium transmission curves, T(E,V=0), with partial density of state (PDOS) of PDT at the “On-top” configuration.





Figure S1. I-V characteristics at the four different contact configurations; Bridge, hollow, on-top and atop.
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