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Figure S1 (a)-(d) Transmission spectra of the devices with 4-atoms wide ZGNRs, 6-
atoms wide ZGNRs, 8-atoms wide ZGNRs and 10-atoms wide ZGNRs electrodes

respectively; the insets are structures of these devices.
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Figure S2 [-V curves of the devices with 4-atoms wide ZGNRs, 6-atoms wide
ZGNRs, 8-atoms wide ZGNRs and 10-atoms wide ZGNRs electrodes in a bias region
[0V, 1.2V].
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Figure S3 The molecular projected self-consistent Hamiltonian (MPSH) eigenstates

and the transmission eigenstates of these studied devices at zero bias.
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