Computational AIPOy4-5 Structure:
AB4C_hP72.168_2d_8d_2d-001

This structure previously used the label(s) AB4C_hP72_168.2d_8d_2d. Calls to these addresses will be redirected here.
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Pearson symbol hP72
Space group number 168
Space group symbol P6

AFLOW prototype command aflow --proto=AB4C_hP72_168_2d_8d_2d-001
__Para-ms=a7 c/a, T1,Y1,%21,22,Y2,22,T3,Y3,23,T4,Y4,24,T5,Y5,25, L6, Y6, 26, L7, Y7, 27,
I8, Y8, 28,19, Y9, 29, L105 Y105 2105 L11, Y11, 211, L12, Y12, 212

e This is a computational prediction of the structure of microporous AIPOy4-5. It is somewhat different than the
experimental AIPO4-5 framework.

e A list of AIPO,4 polymorphs in the Encyclopedia can be found on our SiO5 and AIPOy4 page.

e We have updated the bibliographic information for this page (2025).

Hexagonal primitive vectors

N—a3
a; = %a}“{ — @ay
as = %afc + @ay
ag = CcZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = z1a1 + Y1 as + 21 as = la(mi+y) x- @a(zl —y1) ¥+ 2 (6d) All
B, = —yra; + (71 —y1) ag + 21 a3 = la(z —2y) X+ @aml ¥4z (6d) All
B; = —(z1—y1) a1 —x1az+ 21 a3 = —%a (221 — 1) X ?ayly—i—czli (6d) All
By, = —x1a; — Yy as + 21 a3 = —%a(xl +y1) ﬁ+§a(az1 —y1) Y +ecanz (6d) All
B = yra; — (v —y1) ag + 21 a3 = la(—z1+2y) X — @aazly+0212 (6d) All
Bs = (v1 —y1) a1 + 71 as + 21 a3 = 1a(2z —y1) X+ @ayly—i—czli (6d) All
B; = Toay + Yo as + 20 a3 = %a(xg +ys) X — ?a(mg —Y2) ¥+ 20z (6d) Al Tl
Bs = —yoas + (2 — y2) a2 + 20 a3 = %a (2 — 2y2) X + @a:cg y+cani (6d) AlTI
Bo = —(22—12)a —x3as+2a3 = —La (2 — o) K — LBays § + c202 (6d) Al Tl
Bio = —Tga; — Yz as + 22 as = —%a(xg +y2) X+ ?a(xg —Y2) ¥+ c202 (6d) Al Tl
By = yoas — (T3 — y2) ag + 22 a3 = sa(—x2 +2y0) X — @axz V4 cz (6d) AlTI
B = (xg —y2) a1 + o ag + 22 a3 = %a (229 —y2) X+ @ayg Y +czi (6d) AlTI
Bz = r3ai + yzas + 23 as = %a(xg—kyg) X — @a(mg —y3) ¥ +czsi (6d) (OB
B4y = —ysa; + (3 —y3) as + z3 a = %a (3 —2y3) X+ @aﬂcg v +c23z (6d) 01
Bis = —(x3 —y3) a1 — x3ay + z3as = —%a (223 —y3) X — @aygy—i—cz;),i (6d) Ol1
B = —x3a; — yzas + 23 as = f%a(x3+y3) X+ §Q($3 —y3) ¥ +cz3i (6d) (OB
Bz = ysay — (r3 — y3) az + zz a3 = la(—z5+2y3) X — @CLCES V+cziz (6d) Ol
Bigs = (3 —y3) a1 + 232 + 2323 = Lla(2w5 —ys) X+ Lays ¥ +cz3 2 (6d) 01
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Bss
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T4a; +ysaz + 2423
—ysar + (T4 — ya) az + 2183
—(v4 —ya) a1 — w423 + 24 23

—Tqa; —Ysaz + 2483
yaar — (T4 — ya) a2 + 2423
(4 —ya) a1 +x482 + 2183

Tsay +Ysaz + z5 a3
—ys a1 + (v5s — y5) az + z5 a3
— (75 —ys5) a1 — w522 + 25 a3

—Tsa; — Ysaz + z5as
ysar — (T5 — ys) a2 + 25 a3
(r5 —ys) a1 + x5 a2 + 25 a3

Teal + Ye a2 + 26 a3
—ys a1 + (z6 — ¥s) a2 + 26 a3
— (76 — y6) a1 — wg a2 + 26 a3

—Tga; — YsaA2 + 26 a3
Ysar — (T6 — Ys) az + 26 a3
(6 — y6) a1 + Te a2 + 26 a3

T7ay +Yyrag + 27 as
—yrai + (z7 —y7) a2 + 27 a3
—(z7 —yr) a1 —x7ax + zrag

—T7a; —yraz + zrag
yran — (v7 —yr) a2 + 27 a3
(x7 —y7) a1 + x7a2 + 2723

Tgap +Ysaz + zgas
—ysai + (zs — ys) az + 28 a3
—(z8 —ys) a1 — xgas + zg as

—ZTga; —ygaz +2ga3
ysa; — (zs — ys) az + 25 a3
(zs —ys) a1 + vz a2 + 2z a3

Tgay + Ygaz + 29 ag
—yoay + (rg — yo) az + z9 a3
— (29 —yo) a1 — wgaz + 29 a3

—Tgay — Ygaz + 29 ag
Yoar — (9 — yo) a2 + z9 a3
(rg —yo) a1 + 9 az + 29 a3

T10@1 + Y10 a2 + 210 A3

—y10a1 + (10 — Y10) a2 + 210 a3
— (z10 — y10) a1 —T10 A2+ 210 @3

—Z10@1 — Y10 A2 + 210 A3

%a(a:4+y4) fcféa(:ufy‘l) V+czz

%a (x4 — 2yq) X+ Qau V+cziz

—La 2wy —ya) %X — Laya§ +cz 2
%a(x4+y4) X+ fa(ac4—y4) V+czZ
% (=24 + 2y4) x—gax4y+0242

§a (224 —ysa) X+ ﬁay4 V+cziz

%a(x5+y5) x—?a(a%—yi—)) V+c25Z

%a (x5 — 2y5) X+ ?a%y +cz5 7

—3a(2z5 —ys) X — ﬁa%y +cz5 Z

(x5+y5)x+‘[ (x5 —ys) ¥+ c25 2

a(—xs5 +2ys) X — @a%y + cz5 2

$a(2zs —ys) X+ fays V+exz

sa (z6 + yo) 5‘*@‘1(16*%) V + czp 2

%a (z6 — 2yg) X+ @amﬁ ¥ +czz

—3a(2z6 — ys) X — @ayﬁf’ + 26 Z

—%a(z6 + ys) X+ 5a(v6 —ys) § + c26 2
axgy + cz 2

aye ¥ + cz6 2
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—50 (228 — ys) i—i
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ays ¥ +czg 2

sa(2xs —ys) X+ ‘fayg ¥y +c2sZ

%a(xg—&—yg) x—?a(xg—yg) V+cziz

% (zg — 2yg) X + ﬁax9y+c,292

fayg V+czi

-3 ($9+yg)ﬁ+7a($9—y) +029i

1a (29 —yo) X+ Llaye § + c20 2
1a(z10 +y10) X — Ea(z10 —y10) ¥+
cz10 Z

%Cl (.7310 — 2y10) X+ @axlo y + cz19 Z

—3a (2x10 — y10) X — ?ayloy +cz102

—ta(z10+y10) X+ @a (10 — Y10) ¥ +
Ccz10 Z
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Bss =  yioar — (T10 — y10) a2 +z10a3 = %a (=210 + 2y10) X — @axlo ¥+czi0Z (6d) O VIII

Beo = (210 —yiw0) a1 +z0az +210a3 = 3a(2x10 — y10) X f ayioy + cz10 2 (6d) O VIII

Be1 = T a1 +yi1az + 211 as = sa(z11 +y11) X \Qf (x11—yn) ¥+ (6d) P1I
cz11 2

Be2 = -—ynai+ (v —yn)az+znas = %a(zn —2ynn) X+ fa9311y+cznz (6d) PI

Bes = —(r11—yu)ai—znazt+ziiaz = —3a 2z — y1) X — %ayuy—l—czuz (6d) PI

Bes = —Z11a1 — Y11 a2 + 211 a3 =  —fa(rn+yn) X+ ga (T11 —y11) ¥+ (6d) PI
cz11 %

Bes = wynai—(zin—yu)az+znay = La(—z11 4+ 2yn1) X — @amlly—kczui (6d) PI

Bes = (r11—y11)ar+rnax+znaz = sa (2w —y1n) X+ fayuerCZuZ (6d) PI

Be7r = Tiza1 + Y12 a2 + 212 a3 = sa(z12 4 y12) X — %‘ia (12 —412) ¥ + (6d) P11
cz12 %

Bes = —yi2ai+(zi2 —y12) ag+2z12a3 = %a (712 — 2y12) X+ faxw y+cz22 (6d) P II

Bes = — (712 —y12) ai—Ti2ax+21283 = —3a(2z12 — y12) X — %ayu V+cz2z (6d) PII

Brzo = —T1281 — Y122 + 212 a3 =  —la(rizty) X+ %a (T12 —y12) ¥ + (6d) PII
cz12 %

B7i =  yiza; — (T12 —y12) a2 +z12a3 = %a (—z12 + 2y12) X — @amlg V+czioz (6d) PII

Br2 = (712 —%12) a1 + T1282 + 212083 = 3a(2w12 — y12) X+ faym y+cz2z (6d) PII
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