]_]_ F—RESEFIRESTEICELD
— S - M EEEED T

Theme

First-principles prediction for material property and functionality

hRsEs \ 7 /RETH e \ mans
Department Theoretical Nanotechnology Rassarchar E. Minamitani

F+—o—R \ FREEHE. KEFE. BRYE. M
Keyword first-principles calculation, machine-learning

SESE \  BEYEOERSENT - TR

# Application Theoretical analysis and prediction for material properties
]
5

s GELLL

a B N A1t

J G

MBS BEEYPEOBRBEDED ICRFAT—IVTCDOYZa—y 3y ET>TVETD,

B - 458
SIERZAVTERENRBIERICED<I—Y Yy L—BFARRZWLILICKY. PEOEFRECB FIREIDOFE
] EF T4/ VDIRIVF—NYREE - REBEE) Z[RDTENTHETT,

ERBN  BEFHRNVIAV—YVaVFETHDH
—REEFREFECEDE. BCDERKSR - KESR
THRIZT UM - MELZERNICTAT 2MREIT
TWET, 7 /86, WEKE. EFREDHEREZE
B9 2 & T, FICREEMYBEZRET T 2MRICD
BREULTVETD,

20 00 O

Energy (eV)

O O O O}
g B e
aanaannannn

— broadened dl/dV 20.4 meV

— intrinsic di/dV

S WP W N W S

WHsE D FEERBERBEDEEIRR

HENDRZE-HFINIR

RERIL D NOZORMH (757 1Y 0BBEES A Dl
05 A REBRYIET L) 15 E OIS IRIT - BRTzE
EHTVET. BPRELSICD, BTRBDZNAERIC i

DVTOIREBDIT>TVET, bias voltage (mV)
7571 /SICHRED # ./ >~ DERA

e

di/dv (G,)

g

g

(58 X Paper]

[1] Phys. Rev. B. 96, 155431 (2017). [4] Nanoscale. Adv. 2, 3150(2020).
[2] Nat. Commun. 8, 16012 (2017). [5] Phys. Rev. B, 106, 085202 (2021).
[3] Appl. Phys.Express. 10, 093101 (2017). [6] Nature Commun. 13, 6388 (2022).
N\ e

Osaka University SANKEN





