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First-Principles Molecular Dynamics Simulations of 4H-SiC Oxidation
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SiC etk & g i FetE A LS5 2 L1, @it CREREERTRE/R XY —F /31 X
ZEAET L ETROVBERBETH L, ZORDITITLISHEMRE L BIfRT 5 2 & PUET,
ZNE ThivbId —FHBLS 78 /1% (MD) 3 L OV A MD L2 W TEZR LT~ [1,2].

AlEl, CO WiBEZE D Oy i FIC K DML BUSHEE 2 BliF+ 5720, T ETIBImRE b &
{2 SiC(000-1)C [HIZ T E/L 7 7 AIKD SiO, A FEAE R MEZ > D (Fig.d : Sl IXHEAHE
FHT0 12HD SIOKEDE) N H Y . TDOE FIZIX CCREANEMBE THEELTNWD), 7nrs7
2 PHASE/O[3) & > 7255 —JFFE MD ¥ 2 = L—3 3 U &1T -7, REIT 2000K IZRE L. AifE
IPFIT 1~3ps ITONE D DEIE THFFISELL ED Oy /3 FABA Lz, 2 E THAE L7z L 9 IZ[1].
FE{b S ET IV TN & o 72 ST O—H1E SiO, RN HE B L [FIFRFIZ SIC HEAUANZ & > 72 CC #
BEMEET D CIRFO—H M LKL, C 27 72X —%2M Lz, 2 LY fimmo—HH
WATHT72 70 CHEAEEH L72IRABIC 2 28 BB S v/, 10 LA LD O, A L7z & Z AT CO
DILEEN 1A E - 72, Si-C(=0)0-Si D K 9 72 ViR e AT WA G & CO LT % (Fig.2) & D
W ole, —BRBEL TH T SICHORFISHEG L THERT L2007, THLHDRRIZ
ESNWT C DB OWTELRT 5, RIBANIEIICRAE HPCI BRI 7 0 75 A (538 4)
DB & T FEf S 4, FHRICIIEER 2 Ve,
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Fig.1 Initial SiC(000-1)C/SiO, Fig.2 A CO desorption process observed in a MD simulation. Last
interfacial structure introduced O atoms are denoted with dark red balls.
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