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Figure 22.4. The observed and calculated

powder diffraction patterns of ma2Mo7O22

after accounting for preferred orientation.

The individual atomic parameters of the

Mo and O atoms were refined along with

several profile parameters and correction

for porosity effect.
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Figure 22.5. The final Rietveld plot

of ma2Mo7O22 refinement. The range

below 15 2 was excluded from the

final refinement due to the presence of

an extremely strong peak – nearly an

order of magnitude stronger that all

other peaks. This peak is highly

susceptible to various experimental

errors and could significantly distort

the least-squares minimization.
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Figure 22.6. The crystal structure of ma2Mo7O22

shown along the Y-axis in a perspective view.

The Mo atoms are depicted as large

orange spheres inside translucent

octahedra formed by oxygen atoms

(small blue spheres). The N atoms

are shown as magenta spheres, and

the C atoms as green spheres. The

N–[H]···O hydrogen bonds are

shown using thin lines, without

depicting the hydrogen atoms.

Unlike in the crystal structure of the tmaV3O7 (see

Chap. 21), the coordinates of hydrogen atoms could

not be located from Fourier maps nor can be easily

computed because the methylammonium ion can

rotate around the C–N bond, although this rotation

is restrained by the formation of N–H···O hydrogen

bonds, which can be used to predict their location.


