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Methods

o Wave function
» Lippmann-Schwinger eq.
» Overbridging Boundary Matching (OBM) method
o Green’s Function
» Non-Equilibrium Green’s Function (NEGF) method
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Awvciusonary Sinuacon Sofware
Band
Electrodes Junction e Hamiltonian matrix
e Hy : left region e Hc: central region Hi, Hic O
e Hg: right region e p(r): central region H = < Hcro Hc Hcr )
o Viz(r): left/right region 0 Hrc Hr
boundary condition: periodic system
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Electronic structure & Transport

e Hc: central region
e p(r): central region
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1 oo complex energy plane
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1 Kondo et al.:
PRB 73 (2006) 235323.
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» Experimental work
Brak junction technique G= 10—4GO [Reed et al.: Science 278 (1997) 252.]
STM G=0.011G, [Xiaoetal.: Nano Lett. 4 (2004) 267.]
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2 Kondo et al.:
PRB 73 (2006) 235323.
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Arolusonary Sinuiason Software
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Arolusonary Sinuiason Software

Computer Software for Transport-property Analysis (ASCOT)
http://www.fsis.iis.u-tokyo.ac.jp/result/software/, June 2005.
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