Monoclinic AIPO4-53(C) Structure:
AB4C mC72.5 3c¢_12¢_3¢-001
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Prototype AlO4P

AFLOW prototype label AB4C_mC72.5_3c_12¢_3¢-001
ICSD 91681

CCDC 1651206

Pearson symbol mC72

Space group number 5

Space group symbol C2

AFLOW prototype command aflow --proto=AB4C_mC72_5_3c_12c_3c-001
—~params=a, b/a7 C/av 6, x1,Y1,%21,22,Y2,22,T3,Y3,23,T4,Y4,24,T5,Y5,25,L6,Y6, 26, L7,
Y7, 27, X8,Y8, 28,19, Y9, 29, 10, Y10, 2105 L11, Y11, #11, L12, Y12, 212, £13, Y13, 213, L14, Y14, 214, L15,
Y15, 215, L16, Y16, #16, L17, Y17, 217, L18, Y18, 218
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o (Kirchner, 2000) found the aluminum phospate zeolite] AIPO4-53 in three states:
— As-synthesized AIPO4-53(A) [24(AIPOy4)-8.5CH3NH>-14H50]| includes methyl and ammonium ions as well as water.

— Orthorhombic AIPO4-53(B) is calcined (heated below the melting temperature) to remove those ions and molecules,
leaving the framework structure.

— Monoclinic AIPO4-53(C)| (this structure) is produced by heating AIPO4-53(B) above 700°C.

Base-centered Monoclinic primitive vectors
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az = %a)“( + %bjr
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = (x1—y1) a1 + (21 +y1) a2 + = (axy +czicosB) X+ by1 §+cz18infz (4c) All
Z1 a3
B: = —(mi+y)a—(z1—y)a— = —(ary+czicosf) X+byy—czsinfz (4c) All
Z1 a3
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Z2 as
By = (x3 —ys3) a1 + (3 + y3) as + = (axs + czzcos B) X+ bys§ + cz3sin Sz (4¢) Al 111
Z3 as
Be = —(zs+ys)ar—(x3—y3)az— = —(axz+czzcosf) X+bysy — czzsinf[z (4¢) Al IIT
Z3asg
B, = (x4 —ya) a1 + (z4 +y4) az + = (axg + czgcosB) X+ bys§ + cz4sin Sz (4¢) (O
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Bs = —(za+wys)ar—(ra—ys)az— = —(awg+czgcos8f)X+bys§ — czasinfz (4c) OI1I
Z4 A3
By = (zs—wy)ar+(zs+ys)a+ = (az5+cescosf) X+bys§ +czssinfz (4c) Ol
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Bio = —(ws+ys)ar— (25 —ys)az— = —(aws+czscosf) X+bysy — czssinfz (4c) O 1l
Z5 ag
Bii = (w6—ys) a1+ (w6 +ys) 2+ = (awe +czgcos ) R +bys§ + czesinf2 (4c) O I
26 A3
Bi2 = —(xs+uys)ar—(x6—ys) aa— = —(axg+czgeosf) X+bysy —czesinfz (4c) O III
Z6 A3
Biz = (vr—yr)a+(vr+yr) ax+ = (az7 + cz7cos B) X+ byr § + cz7sin 32 (4c) O1v
27 ag
Bis = —(zr+yr)ar—(z7r—y7r)aa— = —(axy+czrcosf) X+by;y —czrsinfz (4c) o1V
Z7as
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