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

This structure originally had the label AB4C_oP24 62_c_2cd_c. Calls to that address will be redirected here.
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Prototype Ba04S

AFLOW prototype label AB4C_0P24_62_c_2cd_c-001
Strukturbericht designation HO0,

Mineral name barite

ICSD 16904

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/a7 c/a, X1,21,T2,22,T3,23,T4,24,T5,Y5,<5

Other compounds with this structure
BaBeF4, InBF,, KBF4, KGaH,, KC104 (LT), NaBHy, PbSOy4 (anglesite), RbBF4, RbMnOy, SrSO, (celestite), TIBF,

Simple Orthorhombic primitive vectors


http://dx.doi.org/10.1016/j.commatsci.2018.10.043
https://aflow.org/p/CXQX
https://aflow.org/p/AB4C_oP24_62_c_2cd_c-001

a; = axXx
a; = by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = :vlal—i-iag—i-zlag axli—i—iby—i—czli (4¢) Bal
B, = —(ml—%) al—&—%ag—&— —a(xl—%)fc—i—%by—i—c(zl—i—%)z (4c) Bal
(z1 + %) as
B; = —w1a;+ Sa; — 2 a3 —az1 X+ 3b§ — 21 2 (4c) Bal
B, = ($1+%)&1+%&27(2’17%)83 a(:clJr%)f(Jribyfc(zlf%)Z (4c) Bal
B; = $2a1+ia2+2233 a:vgi—i—%by—i—czgi (4¢) (O
Bs = —(z2—3) ar+3as+ —a(ze—3) X+ 3by+c(za+3)2 (4c) OI1I
(12 + ) g
B, = —z9a; + %32 — 29 a3 —aro X + %by —c292 (4¢) Ol
Bsg = (x2+%)a1+%a27(2275)a3 a(acng%)f(Jr%byfc(fo%)i (4c) Ol
By = x3a1+ia2+z3a3 axgi—i—%by—i—cz;gi (4c) O1II
Bio = —(z3—3) a1+ 3as+ —a(zs3—3) X+ 3by+c(z+3)2 (4c) on
(2 + ) g
Bi1 = —r3a; + %ag — z3a3 —ar3 X+ %by —c23% (4¢) O1II
Biz = (z3+3)ai+iar—(z—3) as a(zs+3) &K+3b9—c(3—1) 2 (4c) oIl
Bis = x4a1+ia2+z4a3 ami—i—%by—i—cmi (4c) SI
Bis = —(za—3) a1+ 3as+ —a(zy—3) X+3by+c(zu+3)2 (4c) SI
(1) g
Bis = —z4a; + %ag — 2433 —ars X+ %by — 242 (4¢) S1I
Big = (a:4+%)a1+ia2—(z4—%)a3 a(u—i—%)i—i—iby—c(a—%)i (4¢) S1I
Bir Tsa; + ysas + 25 as arsX + bys y + cz5 2 (8d) O III
Bis = —(a:5—%) a; —ysag + —a(x5—%)>2—by5y+c(Z5—|—%) Z (8d) O III
(2 +3) as
Big = —asa;+ (ys+3) a2 — 2523 —ar5X+b(ys +3) § —ca 2 (8d) O 111
Bo = (z5+3)ar—(y5—3) ax— a(zs+3)X—blys—2)y—c(zs—1) 2 (8d) O III
25 — 5) as
By = —Tsa; — yYsas — 25 as —axsX —bys § — cz5 % (8d) O III
By = (1:5-#%) a1—|—y5a2—(z5—%) as a(a::;—&—%) )2+by5§f—c(25— %) Z (8d) O III
Bos = Tsa, — (y5 — %) as + 25 as axsX —b (y5 — %) V+cziz (8d) O III
Boy = —($5—%) a; + (y5+%) as + —a (gcg,— %) i—i—b(yg)—l—%) v+c (z5+%) Z (8d) O III
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