Disordered Calcined AIPO,4-11 Structure:
AB2_0l120_74_h2j_aef2i3j-001
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Prototype AlO4P

AFLOW prototype label AB2_01120_74_h2j_aef2i3j-001
ICSD 63665

CCDC 1626746

Pearson symbol ol120

Space group number 74

Space group symbol Imma

AFLOW prototype command  aflow --proto=AB2_o0I120_74_h2j_aef2i3j-001
——params=a, b/a) c/a, 22,T3,Y4,24,T5,25,L6,26,L7,Y7,27,T8,Y8,28,L9,Y9,29,L10, Y10,
210, T11, Y11, 211

e Samples of AIPO,-11 were calcined at 873K to remove impurities and then dehydrated at 573K. Data was collected at
295K.
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e (Richardson, 1988) found an ordered structure, but also found a good fit to the data by assuming this disordered phase
where the aluminum and phosphorous atoms are randomly distributed. We arbitrarily label these mixed Al/P sites as
aluminum. This randomization changes the space group from polar Ima2 #46 to centrosymmetric Imma #74.

e More information about AIPQO, structures can be found on the SiOs and AIPO,4 page.

e (Richardson, 1988) give the data for this structure in the Iemm setting of space group #74. We used AFLOW to
transform it into the standard I'mma setting.
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