K[AL(POy)oF(H0)] Structure:
A2BC2DI9E2 oP64 19 2a a 2a 9a 2a-001
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TOXTD

Prototype Al,FKOgP4

AFLOW prototype label A2BC2D9E2 0P64_.19_2a_a_2a_9a_2a-001
CCDC 2686066

Pearson symbol oP64

Space group number 19

Space group symbol P2,2,2¢

AFLOW prototype command aflow —-proto=A2BC2D9E2_oP64_19_2a_a_2a_9a_2a-001
--params=a, b/a, c/a,x1, Y1, 21, T2, Y2, 22, T3, Y3, 23, Td, Y4, 24, L5, Y5, 25, L6, Y6, 26, L7,
Y7, 27, X8, Y8, 28, L9, Y9, 29, L105 Y10, 2105 T11, Y11, 211, L12, Y12, 212, L13, Y13, 213, L14, Y14, 214, L15,
Y15, 215, T16, Y16, 216

Other compounds with this structure
Rb[Aly(PO4)2F(H20)]
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e The potassium sites are only half-occupied.

e One of the oxygen atoms must actually be a water molecule, but the hydrogen positions are not given by (Hao, 2024) so
we cannot determine which one it is, and so ignore it in the AFLOW labeling and the CIF.

Simple Orthorhombic primitive vectors

a; = aXx
a2 = by
ag = CcZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a; +yiaz + z1as = ax15<+by1y+czli (43,) All
B2 = —(zl—%)al—y1a2+ = 70,(1‘17%))’\(7by1y+6(21+%)2 (48,) All
(21+3) as
B; = —xlal—&—(yl—i—%) ag — = —axl)‘(—i—b(yl—i—%)y—c(zl—%) Z (4a) All
(21— 3) as
B, = (l‘l—l-%) al—(yl—%) as—zj1as3 = a(xl—&—%)f(—b(yl—%)y—czli (4a) All
B5 = Troaj + Y2 a2 + 29 as = axrs b'e + byg y + czo Z (48,) Al Il
Bg = 7(127%) a; —ysas + = fa(ng%)ifbyquLc(zer%)Z (4a) Al Il
(22+3) as
B = —zroa; + (yz—i-%) as — = —amf{—l—b(yg—i—%) 9—0(22— %) Z (4a) Al Tl
(s 1)
Bs = (3324—%) al—(yg—%) ag—2z9a3 = a($2+%)i—b(y2—%>y—6222 (43) Al I
Bg = r3al + Yz a + z3as = ars X+ by3 y + cz3 Z (48,) FI
Bio = —(acg—%) a; —ysas + = —a(xg—%)i—by3y+c(23+%)2 (4a) FI
(23 +3) as
Bi: = —.’L’gal—‘r(yg-i-%) ag — = —angi—l—b(yg—i—%)y—c(z —%)i (4a) FI
(1) a0
B = (.173—|-%) al—(yg—%) as—z3as3 = a($3+%)i—b(y3—%)$’—6232 (4&) FI
Bz = Tga) + ygas + 243 = ary X +bysy + cz4 (4a) KI
By = —(za—3) a1 —yaaz + = —a(wg— )X —byag+c(za+3) 2 (4a) KI
(24 + %) as
Bis = —x4a1+(y4+%) as — = —ax45(—|—b(y4+%)y—c(z —%)i (43) KI
(21— 3) as
B16 = (:ZJ4+%) al—(y4—%) ag —Zz4 Aj = a(l’4+%)5‘(7b(y47%)y76242 (4&) KI
By, = Tsay + ysas + 25 as = axs X + bys ¥ + cz5 Z (4a) KII
Bis = —(:%—%) a; —ysas + = —a(x5—%)i—by5y+c(z5+%)i (4a) KII
(25 + %) as
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(211 - %) ag
(CU11 + %) a; — (y11 - %) az —
21143
Ti2a1 + Yi2@z + 21283
- ($12 - %) a; —Yizag +
(212 + 3) as

—arsX+b(ys +3) ¥ —c(25—3) 2

a(:rg,—%-%) )‘(—b(y5—%) y—cz2
axgX +bys ¥ +cze 2

—a(rs—5) X—bye ¥ +c(2+3) 2
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a(mﬁ—&-%) f{—b(yG—%) y—czZ
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arnn X +byn y +cz112
—a(z11—3) K—byn 9 +c(z+3) 2
—ary X+b(yn+3)y—c(z1—3) 2
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B47 = —Ti2a; + (y12 + %) as — = —ar12X+b (y12 + %) 5’ —C (2’12 — %) Z (48,) O VII
(212 - %) az

B48 = ((Elg + %) a; — (y12 — %) ag — = a (1’12 + %) b ) (y12 — %) y — C212 Z (4&) O VII
Z12 a3
By = T13a1 + Y1382 + 213 a3 = ar13X +by13y + cz132 (4a) O VIII
Bso = — (xlg — %) a; —Yyizag + = —a (xlg — %) X — bylgy +c (2’13 + %) Z (4&) O VIII
(12 + 1) g
Bs1 = —ziza; + (yi3 + 3) as — = —ari3X+b(ys+3)y—c(as—3) 2 (4a) O VIII
(12~ ) o
Bsz: = (zi3+3)ar—(yis—3) aa— = a(ziz+3) X—=b(y3—3) §—caz? (4a) O VIII
Z13 a3
B53 = T14 a1 + Y14 A2 + 214 Q3 = a4 X + by14 5’ + cz14 Z (48,) O IX
Bss = —(v14— 3) a1 —yaaz + =  —a(ru—3)X—byuy+c(za+3) 2 (4a) 0 IX
(214 + %) ag
Bss = —z14a1 + (y1a + 3) az — =  —aruX+b(yut+iz)y—clzu—3) 2 (4a) 01X
(214 - %) ag
B56 = (.1‘14 + %) a; — (y14 — %) as — = a ($14 + %) Xx—b (y14 — %) 5’ — CZ14 Z (4&) O IX
Z14 ag
Bsr = T15a1 + Y152 + 215 a3 = ar15X +by15 ¥ + cz152 (4a) PI
Bss = —(x15— 5) a1 —y1s a2 + =  —a(zis—3) X—bysy+ec(zs+3) 2 (4a) P
(215 + %) ag
Bsy = —z15a1 + (y15 + 5) az — = —arisX+b(ys+3) Y —c(z5—3) 2 (4a) Pl
(215 - %) as
BGO = ($15 + %) a; — (y15 — %) ag — = a (1'15 + %) X—0b (y15 — %) y — CZ15 Z (4&) PI
215 as
Be1 = T16 A1 + Y16 A2 + 216 A3 = aris X+ by ¥ + czi62 (4a) PII
Bg: = — (x16 - %) a; — Yigag + = —a (3716 - %) X—byigy +c¢ (216 + %) Z (4&) PII
(216 + %) as
B63 = —X16 A1 —+ (y16 —+ %) ag — = —Qaxig )A( —+ b (ylG —+ %) y — C (216 — %) 2 (4&) P II
(216 — 3) a3
Bes = (ri6+3)ar— (yis—3)a— = a(ri6+3) X—b(yi6 —3) § — cz16 2 (4a) PII
Z16 A3
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