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Figure 20.3. The observed and calculated

powder diffraction patterns of NiMnO2(OH)

after the initial Rietveld refinement with

only the scale factor determined. The inset

highlights the range between 70° and 90°
2. The difference (𝑌𝑖

𝑜𝑏𝑠 − 𝑌𝑖
𝑐𝑎𝑙𝑐) is shown

using the same scale as both the observed

and calculated data but the plot is truncated

to fit within the range [-1500, 1500] for

clarity.
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Figure 20.4. The observed and calculated

powder diffraction patterns of NiMnO2(OH)

after preferred orientation, coordinates of all

atoms and the overall displacement

parameter were refined in addition to the

scale factor, unit cell dimensions,

background, grain size and strain effects,

and peak asymmetry. The insert highlights

the range between 70° and 90° 2.
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Figure 20.5. The observed and calculated

powder diffraction patterns of NiMnO2(OH)

after the completion of Rietveld refinement

using only X-ray powder diffraction data

(the hydrogen atom is still missing from the

model). The inset highlights the range

between 70 and 90° 2.
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Figure 20.7. The observed and calculated

powder diffraction patterns of NiMnO2(OH)

after the completion of combined Rietveld

refinement using neutron (a) and X-ray (b)

powder diffraction data.
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