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High Pressure Tank
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Refined Crystal Structure and |sosurface of Electron Density

(Tokyo Institute of Technology)
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Sm2Ti25204. 9 MFEFL L= #E@EE (a) &k UK ERE
FTF—2DMF EHFIZEYBONT=.0.5 A3IZEF 5% MEM
BEFZEET (), (c) SmTi25205 @ DFT SHEIC LY/ LNT=
0.5 A ICE T 32&EMEFEZEMR .

(a) Refined crystal structure and (b) isosurface of
electron density at 0.5 A3 obtained by MPF analysis
of synchrotron powder diffraction data for
Sm2Ti2S204.9. (c) Isosurface of valence electron density
at 0.5 A-3 obtained by DFT calculations of Sm2Ti2S20s.
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LaTiO2N 0 (a) #FE1E L1=#ERAEE, (b) EREEE,
(c) MM BEFZEDFEZEE, (d) FTHEFEENFZERE.

(a) Refined crystal structure, isosurfaces of (b)
nuclear density, (c) MEM electron density and (d) DFT
valence electron density of LaTiO2N.

TaON DFEFLI-HERBEE 1.0 A3 [THEITHZEMNEF
FEEO—E (-0.3 <x <075 035<y<10 02<z
<0.9).

Part of the refined crystal structure and
isosurface of electron density at 1.0 A3 in TaON
(0.3 < x<0.75 0.35<y<1.0 02<z<0.9).
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(b)

(110) ELIZ5+82 L 1= (Gao.s85Zno. 115) (No.88500.115) @D
(a) BEELI-HEREBEESKLY b) MENEFZES .

(a) Projection of refined crystal structure of
(Gao. 885Zn0. 115) (No.88500.115) on the (110) plane.

(b) MEM electron-density distribution on the (110)
plane of (Gao.s85Zno.115) (No.88500.115).
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EDX Maps and Compositional Line Profiles of
AgsoRhso Solid-Solution Type Nanoparticles
(Kyoto University) P109& 88

AgsoRhso F=/ HIF M ADF-STEM 8 (A) (Ag50Rh50 F/ #i1F D STEM-EDS (Ag FZ% ; (B).Rh 5 (O).B &
ChEREHE: D). BF-STEM% (B) 8L UZDEDS 54> T0T7 74U (F)

A) HAADF-STEM image, B) Ag-L STEM-EDX map and C) Rh-L STEM-EDX map obtained from a group
of prepared AgsoRhso nanoparticles. D) Reconstructed overlay image of the maps shown in B)
and C) (green: Rh; orange: Ag). F) Compositional line profiles of Ag and Rh from a AgsoRhso
alloy nanoparticle recorded along the line shown in the STEM image (E). Ag-L and Rh-L refer
to the L electron shells of the Ag and Rh atoms, respectively. The profiles were obtained
by plotting the integrated intensities at the Ag L-shell and Rh L—shell ionization edges.
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Expect for Its Spread
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