19p-C310-6 HEOMEE MBS ARE LIRS HETFHE (2010 IBEAS LRFr>/$2)

BOvEMISBITE7 A U5 EHEED RS
The functional properties induced by anion order in oxyfluorides
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T, bR M2 S DI & HT 7 7 e—F L LT, 7T=F4 %A bEEEHE LTS D
BRUT v HE R ETEHAMESE DI FENERZED TS, BET =4 LR - BXKH -
KATFERME OB LD | BET =4 LAY T, @A 42 OIEIREEORIES, EXA -
SRR FHE DB FRE T H B, £ L C MDA 5T =4 L BMARDLED Z LICk - T,
BAL T LN T AT =4 U A EBT 5 2 ENTE D, W T AT =4 v L i
A F ACE B ORE ARG Z RET 5 X ER TH Y . B A LAY TIED W BV T A
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A v 7 a T RIOFYE PhTizOsaF1 DT = 2 HRRFRLAN L 72 1E[2] & AU Hk3 2 rIfotIG
BSABEREE 7 & OBRERNC DWW TR T 2, TDOH T, BF A0 -T7 =F UAEE ORI WE
DOHEREBRTRIC SV Tl L7200,

[1] H. Kageyama et al., Nature Commun., 9, 772 (2018).
[2] K. Oka et al., Chem. Mater., 28, 5554 (2016).
[3] R. Kuriki et al., J. Am. Chem. Soc., 140, 6648 (2018).

0 %o

i |
“ % ‘ Mixing

hetero
ABX; Perovskite ,nions  A.B.XeX Pyrochlore

Pb2+Ti4+02-3 Pb2+2Ti4+202-5_4F-1 =

Figure 1 The schematic illustration of structural change
induced by mixing hetero anions with 0% and F-. The
cation/anion ratio changes from ABX3 (PbTiOs) to A2B2XeX'
(Pb2Ti20s.4F1.2) led to the structural change from perovskite
to pyrochlore.

Figure 2 The illustrations of anion order in
Pb2Ti20s4F12. (a) The crystal structure, (b)
the local coordination around Ti** (b) and
electron density distribution around Ti%
visualizing the difference in ionic nature
between O% and F-.
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