SbCls-POCIls Structure:
A8BCD_oP44 62 4c¢2d_c_c_c-001

This structure originally had the label A8BCD_oP44 _62_4c2d_c_c_c. Calls to that address will be redirected here.
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Prototype ClgOPSb

AFLOW prototype label A8BCD_oP44 62_4c¢2d_c_c_c-001
ICSD 26493

Pearson symbol oP44

Space group number 62

Space group symbol Pnma

——para.ms=a,b/a,c/a,x1, 21,2,22,T3,23,T4,24,T5,25,LT6,26,L7,27, L8, Y8, 28, L9, Y9,

AFLOW prototype command aflow —-proto=A8BCD_oP44_62_4c2d_c_c_c-001

29

Other compounds with this structure
SbCl;-POCIl3(CHs)s

e (Lindqvist, 1959) give the data for this structure in setting Pmnb of space group #62. We used FINDSYM to exchange
the a- and b-axes so that the structure is now in the standard Pnma orientation.
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Simple Orthorhombic primitive vectors

a; = aX
az = by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = xlal—i—iag—i—zlag axli—i—%by—i—czli (4c) ClI
B, = —(xl—%) al—&—%ag—&— —a(xl—%)fc—i—%by—i—c(zl—i—%)i (4c) Cll
(214 3) as
B; = —r1a; + %ag — z1 a3 —ar1 X+ %by —cz21 2 (4¢) ClI
Bs = (mi+3)ai+iar—(21—1) a3 a(zi+3) &k+3by—c(a1—13) 2 (4c) Cl1
B; = "Egal—l-iag—f—ZQa;; axgi—i—%by—i—czgi (4c) ClII
Bg = —(.’172—%) al—&—%ag—&— —a(xg—%)fc—i—%by—l—c(zg—i-%)i (4c) ClII
(224 3) a3
B, = —z9a; + %ag — 29 a3 —are X + %by — 292 (4¢) ClII
Bs = (z2+3)ai+ias—(22—1) a3 a(za+3) &K+30y—c(2—13) 2 (4c) Cl1I
By = r3a; + iag + z3 a3 ax3 X + %by + cz3 2 (4c) Cl1 111
B = —(l‘3—%) 31+%ag+ —a(xg—%)fc—l-%by—kc(z;;—i-%) Z (4c) Cl III
(23+3) as
Bi1 = —x3a; + %ag — 23 a3 —axr3X + %by —cz37Z (4¢) Cl 111
Biz = (z3+3)ai+iar—(z—3)as a(zs+3) x+3by—c(s—13) 2 (4c) Cl III
Bis = T4ag + iag + z4 a3 axsX + %by +cza 2 (4c) Cl1v
B = —(m—%) al+%ag+ —a(m—%)f{—!—%by—!—c(m—i—%)i (4¢) Cl1v
(244 3) a3
By = —z4a; + %32 — 2483 —ars X+ %by — 24 2 (4c) Cl1vV
Big = (za+3)ar+iar—(z—3)as a(zs+3) &K+3by—c(aa—13) 2 (4c) ClIv
By = Tsa1 + 3 as + 25 a3 ars X+ 1by +ca52 (4c) 01
Bis = —(335—%) a1+%ag+ —a(%—%)ﬁ—k%bff—kc(z&;—l—%)i (4¢) OI1I
(z5+3) a3
By = —z5a; + %32 — 25 as —axs X + %by —czr Z (4¢) (OB
Boo = (z5+3)ar+1as—(2—3) as a(zs+3) X+ 30y —c(25—3) 2 (4c) Ol1I
By = Tgal + 5 as + 26 a3 azg X+ $b¥ + c26 2 (4c) PI
By, = 7(1’67%) a1+%a2+ fa(ng%)chr%berc(quL%)i (4¢) PI
(26 + %) as
Bos = —zgal + %ag — 2gas —axgX + %by — 262 (4¢) PI
Boy = ($6+%)al+i32—(26—%>83 a(wg—l—%)f{—i—%by—c(zg—%)i (4c) PI
Bos = T7ay —|—ia2—|—z7a3 am75<—|—ib§f—|—czvi (4¢) Sb 1



B26 = 7(1‘77%) a1+%a2+ = 7@(.%77%)5(4’%()?4’6(274’%)2 (4C) Sb1

(27 +3) a3

Bor = —z7a; + %ag — 27 a3 = —ax7 X+ %by —czrZ (4¢) Sb 1

Bos = (aw—i—%) a1+iag—(z7—%) ag = a(gcy—l—%)fc—i—iby—c(zy—%)i (4c) Sb 1

Boy = Tga; + ygas + zg as = argX + bys y + czg Z (8d) ClV

B3y = 7(:1:87%) a; —ygas + = fa(asgf%))‘(fbygerc(Zng%)ﬁ (8d) Clv
(2 +3) a3

B3, = —zga; + (yg + %) as — zg as = —argX+b (yg + %) Y —c232 (8d) ClV

B3, = (xg—&—%)al—(y—%)ag— = a(:cg—l—%)fc—b(y—%)y—c(z—%)i (8d) ClV
(2 —3) as

B3z = —rga; — ygas — 2gas = —argX —bys y — c2s 2 (8d) cv

B3, = (:nng%) a1+y8a27(28f%) ag = a(x8+%) )‘(erygyfc(zzgf %) Z (8d) Clv

Bs; = Tga; — (yg — %) as + zg as = argX —b (yg — %) Y +czgz (8d) ClV

B3g = —(mg—%) a; + (yg—I—%) aa+ = -—a (J:g— %) 5c+b(yg—|—%) v+c (Zs-f-%) Z (8d) cv
(28 +3) as

Bs; = Tgaj + yg as + 29 as = argX + byo y + cz9 Z (8d) Cl VI

Bss = — (29— 1) a1 —yoas + = —a(zg— ) X —byoy+c(20+3) 2 (8d) Cl VI
(20 +3) a3

B3y = —zga; + (yg + %) as — zg as = —argX+0b (yg + %) V—c297 (8d) Cl VI

By = (zo+3) a1 — (yo— 3) a2 — = a(wo+3)%—b(y—3)y—c(o—1%)2 (8d) Cl VI
(20 —3) as

B4, = —Tgaj — Ygag — Zg Az = —axgX —bygy —cz9 2 (8d) Cl VI

By = (z9+3) aityar—(20—3) a3z = a(rg+3) K+byey —c(20—3) 2 (8d) CIVI

By = Tgay — (yg - %) as + 29 as = argX —b (yg - %) ¥y +czgZ (8d) Cl VI

Bu = —(zo—3)ai+(yo+3)a+ = —a(ro—3)%+b(yo+3)9+c(zo+3)2 (8d) Cl VI
(20 +3) a3
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