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igure B.11: MPSH of the HOSO (Highest Occupied System Orbital) and the LUSO (Lowest  Figure 8.12: MPSH of the HOSO (Highest Occupied System Orbital) of the Coo molecular
wire with molecule-contact distances of 4 A and 3 A, respectively. The two colors

Unoccupied System Orbital) of the Cgg molecular wire with molecule-contact

distances of 54 A, The two colors (teal and fuchsia) are referred to the phase (teal and fuchsia) ave referred to the phase (negative or positive) of the MPSH.
(negative or positive) of the MPSH. The figure was generated by ATK software The figure was generated by ATK software [ATK2020], [ATK_vQ2019d12|
[ATK2020|. [ATK_ vQ2019d12| (used for performing the simulations). (used for performing the simulations).
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