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3. Results
300K CINE L7127 — X Z BRI T 4 T 4 7 LTk REZ X 11T, BIET — & IX84R
72N a7 /L TR TE |, FMAMEE D 2N E TICHE SN TV D X 91T G Lo SR AR

20

+ o o+t

15

10

Intensity
T L L e e o ST

bt
Bttt +

I
0.5 1.0 d/ Anéﬁrom 2.0 25

Fig. 1 Observed, calculated and difference neutron powder diffraction profiles for BaFeOF at 300K
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Fig.2 Crystal structure of BaFeOF.

4. Conclusion
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Table 1 Refined structural parameters for BaFeO,F at 300K.

g x ¥ z B/A?
Ba 1.0 0 0 0 0.381(3)
Fe 1.0 172 1/2 172 2.632(4)

2/3 172 12 0 0.696(2)
F 1/3 172 12 0 0.696

S.G. :Pm-3m, a=4.057015(1) A, Rwp=7.09%, Rs=8.25%, S=3.74

Table 2  List of direction of Fe shift, structural parameters of Fe and R factors for BaFeO,F at 300K.

Shift of Fe g x(Fe) y(Fe) z(Fe) B/A? Rup (%)

] 1 12 12 12 2.63(2) 7.09
<100> 1/6 0.5477(3) 12 12 1.47Q2) 7.01
<110> 1/12 0.5478(1) (=x) 12 0.51(1) 6.90
<111> 18 0.5414(2) (=x) (=x) 0.55(1) 7.08




