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Surface reaction of 4H-SiC (1-100) with NO molecules
analyzed by DFTB simulations
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Fig.1 A structure of 4H-SiC (1-100) Fig.2 A calculated structure at 1573K after 30 ps.
model. Gray, yellow, and white balls are Gray, yellow, white, red, and blue balls are carbon,
carbon, silicon, and hydrogen atoms, silicon, hydrogen, oxygen, and nitrogen atoms,
respectively. respectively.
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