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(J. R. Chelikowsky et al 1994)
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Band Structure and DOS of SINW (d=1nm)
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Band Structure and DOS of SINW (d=4nm)
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Band Structure and DOS of SiNW (d=8nm) Si1361H164(1525 ), Eg=0.61eV
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8nm Si nanowire : band and effective mass

Band gap energy
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Band gap energy
Eg=0.608eV (@I")
Eg=0.631eV(@CBM)

8nm Si nanowire : band and effective mass
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I nanowire : band and effective mass
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DOS ( States/ eV atom)

PACS-CS1024 nodes peak performance

Subspace diagonalization 4600 sec.
Gram-Schmidt 2300 sec.
Conjugate-Gradient Method 3700 sec.
Total Energy calc. 1200 sec.

Total(1 step) 12,000 sec.

5.6 GFLOPS/node

DOS of SiINW with roughness
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