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Time evolution of wave function (1)
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Time evolution of wave function (2)
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Time evolution of wave function (3)
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Attenuation characteristics of the propagator (1)
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Propagator for free electron
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h (Grid spacing) : 0.5a.u.
At(Time step) : 0.2a.u. , then At/h?=0.8

Attenuation characteristics of the propagator (2)
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Impulse-Response method (1)
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Impulse Response Method (2)
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Demonstration: 3—D Jellium structure
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Cross-sectional views of the electron charge density distribution

Stepwise potential distribution
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As the first peak of transmission evanesce, resonance states in the nanowire fade away.
When bias voltage is only 0.3 a.u., the boundary face between the wire and the left
electrode reflect almost all incident electrons.
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Future plans: Design of Molecular Multilead Devices
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