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Calculation of interstitial Si clusters in Si crystal using ANN potential (2)

FILRKXEHERRLT ', 4HEBABREI?,

FRFHEREFER, MLURXHERT

OM)KHERE ', HWIHEX’ HHEAE’, MLREY ROMEB', KkEXH', KELE!
Graduate School of Engineering, Okayama Pref. Univ.!, Graduate School of Engineering,
Nagoya Univ.2, Kanazawa Gakuin Univ.’, Okayama Pref. Univ. *
°M. Ohbitsu’, T. Yokoi?, Y. Noda®, E. Kamiyama®, T. Ushiro', H. Nagakura', K. Sueoka*
E-mail: obitsul007@gmail.com

AilEl, Fox 3T ST () OBEICHD
17 A2 —DRkE, ZFiLh Extrinsic BUFEE K
bt (SF) ~LELWMBOMAEZ AN E LT, HE
NEAEE (DFT) OfEREZFEHT—42 & LTHW
TR ST 7 9AZ—DS T Ial—ay
I ANN (Artificial Neural Network) "7 > 3 ¥ /L
YRR L7Z[1]. LU, Fli#ids v DR
LERIRT o LRIEHEB LT, BET—4
L OBENREVIREN D - 72,

Aal, ANN R7 > v ¥ L OREE B2 BR &
LT, 8T — & LR HTEOREET- . S
5z, 1l —#B% 77§ DFT T K& 5 e THFSE[3]
THRHEENTWD I & b~To7 T AX—=2, DFT
THEFRERET LY A XD SF 2% LT,
ANN RT7 vy M K DHE L =X VX — D
BaeRArlReWmEd5. ok, M1IZix172
FGAE—L ZDFEAD L BN T AT,

£, B L7Z ANN KT v v a2 W,
DFT TH LSRR T — 4 L L7220 x
X — LR AT 5 J O A 75 (MAE -
Mean Absolute Error)ZH HH L7=. RO=R/ILF—
®D MAE % 4.0 [meV/atom] CTH Y, I b
71D MAE 12 72.52 [meV/A]| THH-7=. Zh kv,
ERE L7z ANN KT & ¥ ¥ VI ET L DOLET RV
XL K@< % DFT ICHET HHETY
HAfgEE S 2.5.

Wiz, IE belioV 7 AZ—IZ2\TC, DFT C
ZERE & TRV —% R, TOMEEIZ O
T ANN AT ¥ v VRS (b 21T 72, 15
DIV HEIL DFT OfSRZHELL, IHITK 2
Rt RO, 17T AX =%/ 5 SR 1
A4 720 OFRT R /LF—1 DFT &ERMICE
W—ERLTZ. I ED, AEEZE L7 ANN
RTovv VL, 17T AZ—=IZOWTEWEE
THENARETH D Z 08905, vk, MHic
WX A BN FE (SW L Tersoff AR T oo
¥L) OFERERLTVED, WTFOBKT X
JLF— ANN RT3 ¥/ e DFT LY &EW0
ZEWDOND.

708, SF EFNMICHONWTHEHEEIT-> TV A
N, FOFERIZONTIIY AHRET 5.

© 20215 ISRYMEZ S

Fig. 1 Most stable /-clusters confirmed by DFT [3].
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Fig. 2 Formation energies of / and > ~ 1o clusters
obtained by ANN potential.
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