CsoCuCly Structure:
A4B2C 0P28 62 2cd 2¢_c-001
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Prototype Cl4Cs,Cu

AFLOW prototype label A4B2C_oP28_62_2cd-2c_c-001
ICSD 36175

CCDC 1607951

Pearson symbol oP28

Space group number 62

Space group symbol Pnma

AFLOW prototype command aflow --proto=A4B2C_oP28_62_2cd_2c_c-001
—~params=a, b/a7 c/a, T1,21,T2,22,T3,23,T4,24,T5,25,L6, Y6, 26
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Other compounds with this structure

CsyBeCly, CsyCdBry, CsoCdly, CsoCoCly, CsaColy, CsoCuBry, CsoFeCly, CsoHgBry, CsoHgCly, CsoMgCly, CsoMgHy, CsoMnBry,
CSQZHBI‘4, CSQZHCI4, CSQZHI4, K2B6F4, KQZHBI‘4, KQZHC]47 I%bQCOBIA7 RbgCOCl4, RbgMgH4, R,bQZIlBI‘4, RngIlCl4, (NH4)2ZDBI‘4,
(NH4)2ZHCI4

e This structure is somewhat similar to |Arcanite (K2SOy, H1g), but the ICSD recognizes them as different structure types
and AFLOW finds a misfit value of 0.2, sufficiently large to justify making this a new prototype.

Simple Orthorhombic primitive vectors

a; = ax
az = by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = T1a1 + 5 as + 21 a3 = ar1 X+ 1by +cn 2 (4c) ClI
B, = —(931—%) 31+%32+ = —a(xl—%)fc—kgbff—kc(zl—l—%)i (4¢) ClI
(21 +3) as
B; = —zi1a; + %32 — 21 a3 = —axr1 X+ %by—czli (4¢) ClI
B, = (a:l—i—%)al—l—iag—(zl—%)ag = a(wl—l—%)&—i—%by—c(zl—%)i (4c) Cll
By = Toaj + iag—l—zgag = cwjgfc—kiby—kczgi (4¢) ClII
Bs = —(z2—3) ar+3a+ = —a(z— ) %X+ 3by+c(zn+3)2 (4c) Cl1I
(224 3) a3
B, = —z9a; + % as — 2o as = —axre X + %by — 292 (4¢) Cl1I
Bsg = (l‘g—‘r%) al‘i‘iaQ_(ZQ_%) ag = a(xg—l—%)fc—i—%by—c(zg—%)i (4c) Cl1I
By = x3a1+ia2+z3a3 = ax35<+ib§f+cz;gi (4¢) Cs1
Bio = —(z3—3) ai+3a,+ = —a(z3—3) %+ 3by+c(z+3)2 (4c) Cs1
(23 +3) a3
B = —z3a; + % ap — z3 as = —axr3X + %by —c23% (4c) Cs1
B = (III3+%) al—l—iag—(zg—%) ag = a(xg—l—%)fc—l—%by—c(zg—%)i (4c) Cs1
Bz = rqay + i as + z4 as = ars X + iby +cz4 Z (4¢) CsII
By = —(za—3) ar+3a,+ = —a(zg— ) %+ 3by+c(au+3)2 (4c) Cs1I
(24 +3) a3
Bis = —zga1+ 3a; — 24 a3 = —azs X+ 30§ — 24 2 (4c) Cs II
Big = (x4—|—%) al—l—iag—(zq—%) ag = a(m—l—%)&—k%by—c(zé;—%)i (4c) CsII
By = z5a1+%a2+25a3 = ax5>‘<+iby+0252 (4¢) Cul
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Blg = 7(1‘57%) a1+%a2+ == —a(x5f%)5<+%by+c(25+%)2 (4C) CuI

(2 +3) as
Big = —rsa; + %ag — z5as = —axrsX + %by — 252 (4¢) Cul
By = (m5+%)a1+iag—(z5—%)a3 = a(%—l—%)fc—i—iby—c(%—%)i (4c) Cul
By = Tgai + Yeas + 26 as = areX + byg ¥ + cz6 Z (8d) Cl III
By = 7(:1:67%) a; — ygas + = *Q(IG*%)?{*ZXQ@S"FC(ZG‘F%) Z (8d) Cl 111
(26 + 3) as
Boz = —xga; + (yG + %) as — zg as = —azrgX+0b (yG + %) Y —cz2 (8d) ClIII
Boy = (JcG—&—%)al—(y—%)ag— = a(:cg—l—%)fc—b(y—%)y—c(z—%)i (8d) Cl III
(26— 3) as
Bos = —Tga; — Ygaz — 26 a3 = —argX —bysgy — cz6 (8d) Cl III
Bzs = (v6+3)ai+ysas—(z—3)as = a(ze+3) X+byey —c(z6—2%) 2 (8d) ClIII
Byr = zsar — (ys — 3) az + zgas = arg X —b(ys — 3) § + cz6 2 (8d) Cl 11T
Bas = —(ze—2)ar+eti)a+ = —a(zg—3)X+b(ys+3) I+c(e+3)2 (8d) Cl 111
(26 + 3) as
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