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Table 1 Final atomic configuration, calculated reaction energies and energy barriers (E.. and E\, respectively) for

the reactions of NO, N;O, and NH3; molecules at the Si- and C-face interfaces. The results of NO have been obtained
in previous calculations. [5]

Orientation Molecule Final atomic configuration E.. (eV) Ep (eV)
NO Si;—N + Siy;—C + CO» 8.50 1.2
Si-face N,O 2Si4—N + Siy;—C + CO + CO» 7.37 2.6
NH; Sis;—N + 2S8i-O—-H + Si—H + CO 4.13 2.2
NO Si3—N + C-C=0 + CO, 7.85 0.8
C-face N,O 2Si3—N + 3CO 5.97 34
NH; Si—-NH—C-Si + Si—O + C—H + Si—O—-H +CO, 3.59 1.7
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