Calcined AIPO4-53(B) Structure:
AB4C oP144 61 3c_12¢ 3c-001
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Prototype AlO4P

AFLOW prototype label AB4C_oP144_61_3c_12¢_3c-001
ICSD 91679

CCDC 1651204

Pearson symbol oP144

Space group number 61

Space group symbol Pbca

AFLOW prototype command aflow --proto=AB4C_oP144_61_3c_12c_3c-001
--params=a, b/a, c/a,x1, Y1, 21, T2, Y2, 22, T3, Y3, 23, Td, Yd, 24, L5, Y5, 25, L6, Y6, 26, L7,
Y7, 27, %8,Y8, 28,19, Y9, 29, 105 Y10, 2105 11, Y11, #11, L12, Y12, 212, T13, Y13, 213, L14, Y14, 214, L15,
Y15, 215, 16, Y16, 216, L17, Y17, 217, T18, Y18, 218

o (Kirchner, 2000) found the aluminum phospate zeolite] AIPO4-53 in three states:
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— As-synthesized AIPO4-53(A) [24(AIPOy4)-8.5CH3NH,-14H50]| includes methyl and ammonium ions as well as water.

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

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

Simple Orthorhombic primitive vectors

ay; = aX
az = by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a; +yias + 21 a3 = ar1 X+ by y + cz1 (8¢) All
B, = —(1‘1—%>al—y132+ = —a(xl—%)fc—byly—i—c(zl—i—%)i (80) Al
(21 + %) as
B3 = —$131+(y1—|—%) ag — = —a$1i+b(y1+%)y—c(21—%) Z (8(2) All
(21— 3) as
B, = (xl—l-%) al—(yl—%) ap—ziaz = a(:rl—k%))‘c—b(yl—%)y—czli (8c) All
By = —r1a; — Yy as — 21 a3 = —ar1X—by1 §y —c21 2 (8c) All
Bg = ($1—|—%) al+y1ag—(2§1—%> as = &(l‘l—‘r%)fi—l-b:lﬂy—c(zl—%) Z (8(}) All
B, = xlalf(ylf%) a2+(zl+%) az = ao:l)“cfb(ylf%)erc(zqu%)Z (8¢) All
Bs = —(xl—%)a1+(y1+%) as + = —a(ml—%)i+b(y1+%)y+czli (8c) All
Z1 as
By = Toaj +Y2as + 22as = ars X +bys ¥ +c202 (80) Al Il
B = 7(1727%) a; —ysas + = fa(xzf%)fcfbygerc(zQJr%) Z (8¢) Al Tl
(22+3) as
Bi: = —roaj + (y2 + %) as — = —areX+0b (yz + %) y—c (22 — %) Z (8¢) Al Tl
(22— 3) as
B> = (Z‘g—i—%) al—(yg—%) as—2z9a3 = a(.’lﬁg—‘r%) )’\(—b(yg—%> Y —c2i (80) Al Il
B13 = —ZTg2a1 —Y2a2 — 2Z2as3 = —Qar2 X — byg 5’ — CZ2 Z (8C) Al Tl
B14 = ($2+%) a1+y2a27(22—%) as = a(x2+%) )A(+by2yfc(2’27 %) Z (SC) Al Tl
Bis = zai—(y2—3) as+(za+3)ay = avoX—b(y2—3) §+c(z2+1)2 (8c) Al TT
Big = —($2—%) a1+(y2—|—%) as + = —a($2—%))’\(+b(y2+%)y+02’22 (80) Al Il
Z2 a3
B = rza; +ysaz + zz3as = arsX +bysy +cz32 (8C) Al IIT
Bis = — (w3 —3) a1 —yzax + = —a(zs—3) X—bysy +c(zs+3)2 (8¢) Al TII
(23 + %) as
Big = —r3a; + (y3 + %) as — = —ar3X+b (y3 + %) y—c (23 — %) Z (80) AlTII
(50— 3) a0
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