Calcined AIPO4-18 Structure:
AB4C mC144 15 3f 12f 3{-001
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CCDC 1632334

Pearson symbol mC144
Space group number 15
Space group symbol C2/c

AFLOW prototype command aflow --proto=AB4C_mC144_15_3f_12f_3f-001
--params=a,b/a,c/a, ,x1,y1, 21, T2, Y2, 22, T3, Y3, 23, T4, Y4, 24, T5, Y5, 25, L6, Y6, 265 L7+
Y7, 27, X8,Y8, 28,19, Y9, 29, 105 Y10, 2105 11, Y11, #11, L12, Y12, 212, £13, Y13, 213, L14, Y14, 214, L15,
Y15, 215, T165 Y165 216, L17, Y17, 217, T18, Y18, 218

e This is another of the wide pore AIPO4 structures.

e This structure was calcined (heated to remove any impurities at 500°C and then dried at 200°C to remove any water
molecules. Measurements were taken at 25°C.

e The structure is reported with 8 = 90.01°, but AFLOW rearranges the primitive vectors to make g = 126.45°.

Base-centered Monoclinic primitive vectors

a; = %a}“{ - %by
as = %afc + %by
ag = ccosfBX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = (r1 —y1) a1 + (w1 +y1) az + = (az1+cz1co8 B) X +by1 § + cz1sin 32 (8f) All
21 a3
B: = —(mi+y)ar—(x1—y1)a— = —(aml—&-c(zl—%)cosﬁ) X+by1y— (8f) All
1 1 . ~
21— 3) as c(z1—%)sinBz
Bs = —(z1—yi)a—(r1+y1)a— = —(axi+czicosf)X—by;§—czisinfz (8f) All
Z1 a3
B, = (x1 +y1) a1 + (z1 —y1) as + = (ax1+c(21 +%) cosﬁ) X—byy+ (8f) All
(21+3) as c(z1 4 3)sinBz
Bs = (x2 —y2) a1 + (22 + y2) a2 + = (axg + czacosB) X+ bya§ + czo8in 52 (8f) Al Tl
Z9 asg
Bs = —(zo+y2)ar—(va—yp)az— = —(awa+c(22—3)cosf) X+byy — (8f) Al TI
1 1 . N
(22— 3) a3 c(z2— 3)sinfBz
Br = —(z2—y)ar—(xa+y2)az— = —(amg+czacosf)X—bys§y —czosinfz (8f) Al Tl
Z9 asg
Bs = (xo +y2) a1 + (w2 — y2) ag + = (ax +c (22 + 5) cos B) X —by2§ + (8f) AlTI
(32+%) as 6(22—1—%) sin 82
Bg = (173 — yg) a; + (.Z‘g + yg) as + = (a.Tg + cz3 cos B) X+ by3 5’ + cz3 Sinﬂi (8f) Al III
z3as3
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