KoSnCl,-HoO Structure:
A4BC2D 0oP32 62 2cd_c.d_c-001

This structure originally had the label A4BC2D_oP32_62 2cd_c_d_c. Calls to that address will be redirected here.
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Prototype Cly(H20)K5Sn

AFLOW prototype label A4BC2D_0P32_62_2cd_c_d_c-001
ICSD 14219

Pearson symbol oP32

Space group number 62

Space group symbol Pnma

AFLOW prototype command aflow —--proto=A4BC2D_oP32_62_2cd_c_d_c-001

--params=a,b/a,c/a, x1, 21, T2, 22, T3, 23, Ta, 24, T5, Y5, 25, L6, Y6, 26

e This is not the version of the structure given in (Hermann, 1939) as Strukturbericht E33. That structure was was
determined by (Brasseur, 1939).

e A later refinement of the structure by (Ye, 2013) located the hydrogen atoms and is otherwise in agreement with
(Kamenar, 1962).

e (Kamenar, 1962) did not give the positions of atoms in the water molecules and so we only give the positions of the
oxygen atoms.
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e (Kamenar, 1962) gives the crystal structure and atomic positions in the Pbnm setting of space group #62. We have used
FINDSYM to show the structure in the standard Pnma setting.

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 = a:vl)‘i—i—iby—i—czli (4¢) Cll
B, = —(ml—%) al—&—%ag—&— = —a(:cl—%)fc—i—%by—i—c(zl—i—%)i (4c) Cll
(z1 + %) as
B; = —x1a; + % ap; — z1 as = —ar1 X+ %by —c2n 2 (4¢) ClI
By = (mi+3)a+tia—(a1—3)a; = a(zi+3)&+3b9—c(a1—3) 2 (4c) Cl1
By = "E2a1+ia2+2’2&3 = axgi—i—%by—i—czgi (4c) Cl1II
Bg = —(.’172—%) al—&—%ag—&— = —a(xg—%)fc—i—%by—i—c(zg—i—%)i (4c) ClII
(224 3) a3
B, = —Toaj + % as — 2z as = —aro X + %by —C20 Z (4¢) ClII
Bsg = (x2+%)a1+ia27(z 7%)33 = a(scng%)f(Jr%byfc(z ,%)2 (4¢) Cl1II
By = x3a1+ia2+23a3 = axgi—i—%by—i—cz;gi (4c) HI
B = —(.%‘3—%) al—&—%ag—&— = —a(xg—%)fc—i—%by—!—c(zg—i-%)i (4c) HI
(23 +3) as
Bi1 = —x3a; + % ar — z3 a3 = —axr3 X+ %by —cz3Z (4¢) HI
B = (%3-’-%)&1-’-%&2—(23—%)33 = a(xg—i—%))‘(—i—iby—c(zg—%)i (4¢) HI
Bis = T4ay + ia2+z4a3 = asc4&+ib§f+cz4i (4c) Sn I
B = —(m—%) al—s—%ag—&— = —a(m—%)&—l—%b&—!—c(m—i—%)i (4¢) Snl
(z1+3) as
Bis = —z4a; + % ar — z4 a3 = —ars X+ %by — 242 (4¢) Snl
Bie = (mu+3)at+ita—(u-—3)a = a(za+3) &K+30y—c(aa—13) 2 (4c) Sn I
By = Tsa; + ysas + 25 as = arsX + bysy + cz5 2 (8d) Cl1 111
Bis = —(a:5—%) a; —ysag + = —a (x5— %) )Ac—by5$f—|—c(z5—|—%) Z (8d) Cl1 111
(25 + %) az
Big = —asai+(ys+35)ay—z8a3 = —ar5X+b(ys +3) § —ca 2 (8d) Cl1III
By = (x5+%)a1—(y5—%)a2— = a(x5+%)fc—b(y5—%)§f—c(z5—%)i (8d) Cl II1
(25— 3) as
By = —Tsa; — yYsas — 25 as = —arsX —bys y — cz5 2 (8d) Cl1 I1I
Bz = (z5+3) aitysar—(z5—3) a3 = a(zs+3) K+bysy—c(zs— 1) 2 (8d) Cl III
Bos = z5a; — (ys — 3) a2 + 25 a3 = arsX—b(ys — 3) § +cz (8d) Cl1 111



By = —(zs—3ar+(yps+i)a+ = —alzs—3)%+b(ys+3)9+c(es+3)2  (8d) Cl1III

(25 + 3) s
B25 = Tgal + Ye A2 + 2g Az = CML’(;)A( + byG S’ + czg Z (8d) KI
B2 = — (w6 — ) a1 —ysaz + = —a(wg— %) X —bysy+c(z+3) 2 (8d) KI
(ZG + %) as
B27 = —Tgay + (yﬁ + %) ag — Zg A3 = —QTg X + b (yﬁ + %) y — CZg Z (Sd) KI
Bos = (ze+3)ar—(yo—2)a— = a(we+3)x—blys—3)F—clze—1%)2 (8d) KI
Z6 — 3 as
By = —Iga; — Ygas — 26 as = —axgX —bye ¥y —cz6 2 (8d) KI
Bso = (z6+3) aitysaz—(z—3) a3 = a(ze+3) X+bysy —c(z—3) 2 (8d) KI
B3, = xGal—(yG—%) as + zg as = aargfc—b(yf;—%)y—kczﬁi (8d) KI
Bsz = —(zs—3)ai+(we+3)a+ = —a(ze—3)%+b(ys+3)I+c(z+3)2 (8d) KI
(2’6 + 3 as
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