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SEEEREDH LS Candidate configurations (before optimization)
> REDBHE 000 | (o909 (oo gee
P EFMELESNSBOGSHR  loaa | |aeol |os6 006
000 000 000 0000 000
000 | 000 000 oee
X X X X J o0 0® 'YX X |
00 000 00 000
g 00 00 00 000
00 00 00 (Y )
900 | e00 | poo (X X))
| Several hundreds ~ Several tens thousand configurations!!
3 § DFT or MD simulations
S N | 2 for structure & energy calculation
5 o3 > Time Consuming!!
ria = Intgsface on Coapudence Site Lattice (CSL) theor
L osEE (000

a
f
Trahs/zat. e 2 ron ax 085 ... ,,,,, ... N P> {
on gy " frans@ ® Grain bouma‘qGB)
000 (X X )

Lo b REOFERE IS e00  ooe
R T 100 T s0msELl oo B B
+IEFR, ALY, FH L S




REREA V79T 14 7R RAOCEENR

REMTE % NE=BIERTE DIBIE 2 xR
sk E 0BiE - R EIEERIRE

I b by RERH)—=24

S. Kiyohara et al., Science Adv. (2016) 2, 1600746
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S. Kiyohara et al., Jpn. J. Appl. Phys. 55 (2016) 045502
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Several hundreds ~ Several tens thousand configurations!!
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S. Kiyohara et al., Science Adv. (2016) 2, e1600746
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were “predicted” from the regression results.
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Cu [001](210) 35 GB
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DIEFHFTE Kriging method
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S. Kiyohara et al., Jpn. J. Appl. Phys. 55 (2016) 045502
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+ “Universal” Predictor
» by NA X sk (Kriging)

S. Kiyohara et al., Jpn. J. Appl. Phys. 55 (2016) 045502
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T. Mizoguchi et al., ACS nano (2013)  T. Miyata et al., Science Adv. (2017)
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