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4H-SiC/SiO, A TOBYLRISIC BT 3 7 = v FEMUEDREIC B3 2 BERATET
Theoretical study for the effect of wet oxidants on the oxidation reactions at 4H-SiC/SiO; interface
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[ C®IT] SiC IFEAMELIC X U SiOo I 3MS b BT 7 A4 A~EHRERMElch 22 L2 b, T4
F¥yy 7REROPCHRHCHEHZED TS, L2 LAMRD, SiC/Si0, Fili Tl KED K IEA T
5 EBHLNTED, SiC DEBLHEM OIS EE 2L o T b, I E TIckA 35— A
SHREICHEHOE, FIA4BXUY 2y FEILTO 4H-SiC/Si0, I B F 3 MICHEFE %2 Bimi st L, F
7 ALY XL 'Y = v MEBLRE(H0 X OH)D MIGICHE 5 BRLIE D EEZ L B X 0% DT
KIFEEZHL 2T L [1,2]0 —H. FIA4BL0Y =y ML RIFHCEE T 2 2 & TR O EXMNEE
PO RETH 5 & & ANTFERE I N TWB[3,4], AWFETIZ. FIA4BX Y = v M{LfED 4H-
SiC/SiO F i FicEfF L T 2 JATOREEDZ /I ZHO I L, FIA4A B XY = v ML D
ERE T 5,

[ERB L UOEZE|Figl 3, HHEFHEICL->-Hohn
7= C Th 4H-SiC/SiO, RIIC B T 2 EZ /R L 72D DTH
%, Fig.l(a)iZM{LETH % 0, 5 L U H,0 o 723 5H |k
ICHEL TV BRETH V| L HIC Si0, & 1T IGET 5
TIRRECHEREMNEZ & 5, F 72 Figl(b)- 1(d)IZ. O, F
XU H,0 DT DORIGHRICB T 2EEZRLEZbDTH
%, Fig.1(b)ix CO BT 2/ETH V. Figl(c)s
X 1(A)E CO T IE T 2HETH B, 74t
TIRRHCE T O, TG LT CO 12T
ZB3]DICxf L, HoO 3 FIC X 5T 0 531 D Rt I
BOTCOTFOEEMEEINT-LEZOND, T2,
IS oEZEICE T 2 KIS IGEE T T 4L
F—F#F)x. Fig l(b)OfEETIX 6.9eV &7 Y| Fig.l(c)
BIXYIDIKBLTIHELE LD 7.6eV &7 D HEIG
Thy L 75%3\?) b Tk, K74 % LY = ]\\@ﬁﬂ: Fig. 1. Perspective atomic geometries for the
ICX 2% 0,8 LU H0 DRICE(ZENZE I 4.56 35 X 182.07 reaction of O, and H,O molecules at C-face 4H-
eV)[1, 21 HHIEL €T, B EZ/RL T3, DI &7 SiC/SiO; interface. The geometries of (a) Oz and
b FTABLUY =y MRS 5 T Lic X e S O, S S eo
H.0 7372 02 3 FORM ECORIGZEELS 2 Z & molecule in SiO, region, (c) Si-O-Si bond at the
PRBXNG, #ECIE. Yoy MB{LFEL LT OH & interface, Si-O-H, Si-C-H bonds and CO;

A L oe el ( _ molecule in SiO; region, (d) 2Si-O-Si bonds at the
EHE LG OBRUNICE LT Si HICH T iR interface, Si-O-CH»-C bond and CO; molecule in
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DWThikimd %o SiO; region are shown. Blue, brown, red and pink
[BESCHR] circles denote Si, C, O and H atoms, respectively.
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