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Table 1. Experimental details and final parameters of structure refinements for X-ray
powder diffraction

Rmhl | Rmh3 | Rmh4 | Rmh5 | Rmh6 | Rmh7 | Rmh9
20 scan range 10° ~ 120°
Step size/time 0.02° 26/ 0.5second
# of steps 5501
Max. intensity 2643 3541 3255 2309 2956 2911 4099
# of reflections 274 274 274 274 269 266 265
N-P 5473 5473 5473 5466 5466 5467 5467
Rp(%) 14.91 14.02 14.80 15.77 14.74 14.71 14.95
Rwp(%) 20.39 18.90 19.61 20.90 19.37 19.52 19.89
Rexp(%) 13.50 12.86 12.70 12.83 13.39 13.07 13.36
Rp(%) 6.99 6.45 6.69 8.97 6.36 8.10 6.47
S(GofF) 151 1.47 1.54 1.63 1.45 1.49 1.49
D-W 1.36 1.40 1.31 1.18 1.38 1.33 1.38
Esd. by 1.970 1.775 1.936 2.095 2.107 1.913 2.392
U 0.070(5) | 0.0526(4) | 0.159(8) 0.25(2) | 0.104(8) 0.11(1) | 0.054(6)
\" -0.022(4) | -0.019(3) | -0.061(6) | -0.08(1) | -0.032(7) | -0.03(1) | -0.019(5)
\WY% 0.0117(7) | 0.0100(5) { 0.019(1) | 0.026(2) | 0.016(1) | 0.013(2) | 0.0101(9)
a(A) 10.1074(2) {10.1194(2) 110.0964(2) 110.0918(4) |10.0778(3) {10.0611(3) {10.0599(2)
c(A) 2.9572(6) | 2.9565(5) | 2.9540(7) | 2.9537(1) | 2.9523(8) | 2.9511(1) | 2.9512(7)

Figure 1. Variation of cell parameters with respect to increase of K in A site.
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