9p-Z07-6 B8 EISAMIEE AKESHARS WETFBE (2020 4254 VB

ZEGAENMHORERE . HEHEMSORER
Computational Investigation of Interface Properties
of Solid-State Li-Ion Battery Materials

YattE  KEFER
NIMS T. Ohno
E-mail: OHNO.Takahisa@nims.go.jp

EFEREMOFZAICI T 2 RERFEIL, @A A G B R EME OB & A o
REEPLOEIE TH 5, AGHE CTIXBEB M EIE O R mEHECET 255007 T e —F %
fﬁfl\ﬁ“é EFEREMOEMRE & LTIt R EBIEMRDN D D, FALWEREILEA 4 s

HBETHVIEWE L OBRIBREEPGONDIEFEORENH DM, B ORmE KT 5 &
BV A A B E R T L 91025, ZORERGUIAEICE nm FREOEWE LY A8 A
THZ LY KRIBICIEE T2 Z & RO TWAH[], Z0Z L5 FEmHHIL R ok
nm fEIRCE Z 2B % L E 2 6, F— 50 78115 (FP-MD) fENTIXZ @ K 5 72 S i %L nm 18
W TOA A NSRS F fENT T D2 EE R FiLE L 725, b K OB L B 12 xﬁ“ém
@/@WWﬁE®FPMDm%mm% WAL A CIEIE BRI Li 2N B & IERYANIZ BB
LA mE i 2’”5*3275)3?/5}2%%6 ERREN XD EETUEOER EE X BN D, —
ﬁé%ﬂ:%ﬁﬁmi Li 282 fEIRII R ST ZE TH Y . 1B FilbW) BGRB8 Z A
T HIZED L BZ IO IH S VBRI LT 2 B2 b b, 2O X5 ICbEifE X
WAL B\ AN EMEIEN D 25, B < FBARE & O BRIF 245G 2155 12O mi T ORERS 25 &
Frieh REEHIORK L 72 5 RmSZFE T 5, FP-MD f#HT Tk Li A 4> LSO F kIR
FOYERUTE < RIS %18 ) ([T RSB AZvEch 5, —J7, EWEERE R iz
0455 Ff BOG L 5 — R FR T R L X — AT O database 7> 5 3T & 2 23[3]. A UGS N BLFEH)IC
2 DITIFE TR T OBENLETh 0 EE) PR 2 BEREN & 5, S BUS O BRI 13X FP-MD fi#
Hr. ’fﬂﬁ%ﬁ’wyir“ﬁﬂﬁ R L X —FEERR 2 EOFRER P FE L R E OBEENEE T
b5, EWETORE (X 2) LCEMETORE S E D THREFHEDNT 258 L2,

ARF5EIE JST BEMEAIBIIENT T HE I 553 Ff'aﬁﬁ«”aéﬁ&%m%1!:?32{#1%%%4(1&1&&*%@7 RS /AN
(ALCA- SPRING)] B L UOSCHR A MBI ORI 7 a2 A0 A = A

(Materealize) | GREEZE 5 JPMXP0219207397) OXIZEZZ T - D TH D,

Fig.2: Charge density of conduction
electrons around a LisTi5012/Li7Ti5012
interface, which represents a two-phase
boundary of Lis+xTi5012 anode material.

Fig.1: Interface structure between FePO4 and
Li3PS4: (upper) before and (lower) after the
FP-MD simulations. FePO,4 is a delithiated
form of LiFePO4 cathode material.
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