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Figure S1. Transmission spectrum for M(3a) from 0.6 to 1.4V. Dotted line represent chemical
potentials of the source and drain electrodes.
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Figure S2. Equilibrium transmission spectrum and total and projected DOS of (a) M(1a), (b)
M(2a), (c) M(3a). LDOS at E-0.18eV of (d) M(1a), (¢) M(2a), (f) M(3a) with an isovalue of
0.1. Band structures of (g) M(1a), (h) M(2a), (i) M(3a)..
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Figure S3. Transmission spectrum for M(1z) from 0.6 to 1.4V. Dotted line represent chemical
potentials of the source and drain electrodes.
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Figure S4. Transmission spectrum for M(4z) from 0.6 to 1.4V. Dotted line represent chemical
potentials of the source and drain electrodes.
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Figure S5. Equilibrium transmission spectrum and total and projected DOS of (a) M(1z), (b)
M(2z), (c) M(3z), (d) M(4z). LDOS at E-0.18eV of (e) M(1z), (f) M(2z), (g) M(3z), (h) M(4z)
with an isovalue of 0.1. Band structures of (i) M(1z), (j) M(2z), (k) M(3z), (1) M(4z).
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chemical potentials of the source and drain electrodes.
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Figure S6. Transmission spectrum for M(edge) from 0.6 to 1.4V. Dotted line represent



