Barite (BaSO,, H0y) Structure:
AB4C_oP24 62 ¢ 2cd c-001

This structure previously used the label(s) AB4C_oP24_62_c_2cd_c. Calls to these addresses will be redirected here.

Cite this page as:
e H. Eckert, S. Divilov, M. J. Mehl, D. Hicks, A. C. Zettel, M. Esters, X. Campilongo, and S. Curtarolo, The AFLOW Library of
Crystallographic Prototypes: Part 4, Comput. Mater. Sci. 240, 112988 (2024), doi: [10.1016/j.commatsci.2024.112988.

e D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of Crystallographic
Prototypes: Part 8, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.

https://aflow.org/prototype-encyclopedia/CXQX

https://aflow.org/prototype-encyclopedia/AB4C_oP24 62 _c_2cd_c-001

Prototype BaO4S

AFLOW prototype label AB4C_oP24_62_c_2cd_c-001
Strukturbericht designation HO0,

Mineral name barite

ICSD 16904

CCDC 1597423

Pearson symbol oP24

Space group number 62

Space group symbol Pnma

AFLOW prototype command  aflow --proto=AB4C_oP24_62_c_2cd_c-001
--params=a, b/a, c/a, v1, 21, Ta, 22, T3, 23, T4, 24, T5, Y5, 25
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Other compounds with this structure
BaBeF4, InBF,, KBF,, KGaH,, KCl04 (LT), NaBHy, PbSO,4 (anglesite), RbBF4, RbMnOy, SrSO, (celestite), TIBF,

e At high temperatures BaSO, transforms into the cubic [H0o structurel

e Barite (H03) and low-temperature LiBH, have the same AFLOW prototype label, AB4C_oP24_62_c_2cd_c. They are
generated by the same symmetry operations with different sets of parameters (--params) specified in their corresponding
CIF files.
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Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = $1&1+%&2+Zla3 = axl)‘(—i—iby—i—czli (4¢) Bal
B, = —(ml—%) al—&—%ag—&— = —a(:cl—%)fc—i—%by—i—c(zl—i-%)i (4c) Bal
(21 + %) as
B; = —x1a; + %32 — z1 a3 = —ar1 X+ %by —c2n 2 (4¢) Bal
B4 = ("1314*%)&14*%&27(217%)33 = a<$1+%)5{+iby76(zlfé)2 (4(?) Bal
By = $2a1+%a2+2233 = axgi—i—%by—i—czgi (4¢) Ol
Bs = —(z2—3) ar+3as+ = —a(ze—3) X+ 3by+c(za+3)2 (4c) Ol
(22 + %) as
B, = —z9a; + %ag — 29 a3 = —are X + %by —c29 2 (4¢) Ol
Bs = (m2+3)ai+tias—(0—3)a; = a(za+3) &K+30y—c(2—13) 2 (4c) Ol
By = xg,al—l—iag—i—zga;; = axgi—i—%by—i—cz;gi (4c) Ol
Bio = —(z3—3) a1+ 3as+ = —a(zs3—3) X+ 3by+c(z+3)2 (4c) o1l
(24 1) g
B11 = —xr3za + %ag — Z3as = 7(1.1‘35( + %by — Cz3 Z (4C) O1II
Biz = (z3+3)ait+ita—(—3)a = a(zs+3) &K+3by—c(s—1) 2 (4c) oIl
Bz = x4a1+ia2+z4a3 = asc4&+%b§f+cz4i (4c) S1I
Bis = —(z4a—3) a1+ 3as+ = —a(zy—3) X+3by+c(zu+3)2 (4c) SI
(21 +3) as
B15 = —T4a1 + %az — Z4 Q3 = 7(11345( + %by — CzZ4 Z (4(?) S1I
Big = ($4+%)al+ia2—(24—%>a3 = a(m—l—%)i—i—%by—c(a—%)i (4c) SI
By = Tsaj + Ysaz + 25 as = axsX +bysy +cz52 (Sd) O III
BlS = —(Z‘5—%) a; —Ysag + = —a (335— %) )’\(—by5$’+6(25+%) Z (8d) O III
1
(2’5 + 5) as
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Bio = —asai+ (ys+35)ax—za3 = —arsX+b(ys +3) ¥ — 252 (8d) O I

By = (zs+)ar—(ys—2)a— = a(zs+3)x—b(ys—3)F—c(s—1)2 (8d) O 11T
(25— 3) as

B21 = —Tp a1 — Y5 Az — 25 A3 = —ar5X —bys § — cz5 2 (8d) O II

By = (3}54—%) a1—|—y5a2—(z5—%) as = CL($5+%) 5<+by5§f—c(25— %) Z (Sd) O III

B23 = Isad] — (y5 — %) as + 25 as = (11755( —b (y5 — %) y + 0252 (Sd) O III

Bay = —(zs—3)ar+(ys+3)as+ = —a(zs—3)%+b(ys+3) I+c(z+3)2 (8d) O III
(z5 + % as
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