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FPF MD I 2L —% LAMMPS ICL Y F TP 2% EOEMIS T L AEHAF DR 4 318 L
72 [3] (Fig. 1(a)). f&fifisr+F & LT CeH1sSiCls & CioH2sSiCls, £EHH A & LT H0 25 & L 7-. SiO;
~DOEHi AT D10, EiinTorsralize R dLio@E L <, FBE Sz Sio i+
JE& BICHEA S, KMaOREORMEIX, WHET2EM72F 3 MEEVERS 2 & TfTo72. MD
FHEICB T 2 KB O JRANLE & AR OB M OfE %2 VT, Poisson R E 3 RIC D - K )E
DX U TIRE A H MRS IO (Fig. 1(0). oz % v U TIREO 7 — NEEERFEND

~7 VAL BIEORRZE A FE LT,

IRBEDIFAE LW A1, CeHisSICls & CioHusSICl; D 8 6 5 DigE T HIER S B ~D H.0 D
FEITRATT, BEERBMEY T MIRE LR —J, KMadH 5 CeHisSiCls EHfi b 7 v
T AHTIE, 0.3 ns FREE TRy 030 TAERF O RFGIZRA L, AR OBIES 7 ~ 2334 Lz (Fig.
2). CuHxSICIESf R 7 2 P 2 X TIEKRMAMFET 256 T UKD FOFZWITREST, BEER
BIES 7 MIFE Lo T2. ZhbOERIE, KRaOF LSy FOEEICX > TR0
BEUPERREBL L TV D A[EEMEZ 7RI L TV 5. ARBFFEO—BILFHMFE 19K15050, 18H05243 15 &
N IST-CREST JPMJCR19I12 D Bhpk %521 CTiThiz.
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Fig. 1 (a) Snapshot of MD calculation for H2O represent threshold voltage for C¢H13SiCls and
molecules and functionalized molecules on fixed Ci2H25SiCls functionalized transistors,
SiO2. (b) Schematic of calculated structure and respectively. Histogram represent number of
c?lc):ulated potential from atomic position of Fig. penetrating water molecules in CeH13SiCls.
1(a).
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