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Prototype Cl4H5K50OSn

AFLOW prototype label A4B2C2DE_oP40.62_2cd_2c_d_c_c-001
ICSD 290298

Pearson symbol oP40

Space group number 62

Space group symbol Pnma

AFLOW prototype command aflow —-proto=A4B2C2DE_oP40_62_2cd_2c_d_c_c-001
—~params=a, b/a7 C/a7 T1,21,X2,22,T3,23,T4,24,T5,25,L6,26,L7,Y7,27,T8,Y8, <8

e Various structures have been proposed for K;SnCl,-H5O:

— The original determination of this structure was made by (Brasseur, 1939) and given the |Strukturbericht label E35
by (Herrmann, 1943).
— (Kamenar, 1962) proposed an [alternative structure. Neither of these experiments located the hydrogen atoms.

— This was finally accomplished by (Ye, 2013), shown here. Their structure refined that of (Kamenar, 1962).
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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, = T1a1 + 3 as + 21 a3 ar1 X+ 1by +cn 2 (4c) ClI
B, = —(xl—%) al+%ag+ —a(xl—%)fc—k%by—kc(zl—i-%)i (4¢) Cll
(21 +3) as
B = —zi1a; + %32 — 21 a3 —ar1 X+ %by —cz21 2 (4c) Cll
By, = (I1+%)a1+iag—(zl—%>a3 a(xl—l—%)i—i—%by—c(zl—%)i (4c) Cll
B; = Taa1 + 3 as + 2283 aza X+ 1by +c202 (4c) Cl 11
Bs = —(z2—3) ar+3a,+ —a(z— ) %X+ 3by+c(zn+3)2 (4c) Cl 11
(22 +3) a3
B = —T9a; + %82 — 29 a3 —ars X + %by — 292 (4¢) Cl1II
Bg = (3?2-‘1-%) a1+i32_(22_%> as a(gcg—l—%)f(—i—iby—c(zg—%)i (4c) Cl1I
By = T3a1 + 5 as + 23a3 G.Z‘g)’\(—F%b}A’—FCZng (4¢) HI
Bio = —(z3—3) ar+3a,+ —a(z3— ) x+3by+c(z+13)2 (4c) HI
(2 3) 2
Bi1 = —z3a; + %ag — z3a3 —ar3 X+ %by —c23% (4c) HI
B, = (q:g—i—%)al—l—iag—(z;),—%)ag a(xg—l—%)fc—i—%by—c(zg—%)i (4c) HI
Bz = x4a1+ia2+z4a3 amfﬂ—ibfﬂ—cmi (4¢) HII
By = f(x4f%) a1+%a2+ fa(x4f%)5<+%by+c(z4+%)2 (4c) HII
(244 3) a3
Bis = —x4a; + %ag — 2433 —axs X+ %by —cza % (4c) HII
Big = (m—l—%) al—l—iag—(zél—%) as a(m—l—%)&—l—%by—c(u—%)i (4c) HII
By = 135&14’%&24—2533 ax5>‘<+ib§/+w52 (4¢) OI1I
Bis = —(zs— %) ar+3as+ —a(zs—3) %+ 3by+c(zm+3)2 (4c) Ol
(z5+3) a3
By = —x5a; + %ag — 25 as —axs X + %by —cz5 2 (4c) 01
By = (a:5+%)a1+ia2—(z5—%)a3 a(a:s—l—%)fc—!—%by—c(zg,—%)i (4¢) (01
By, = z6a1+%a2+z6a3 ax6>‘{+iby+czﬁi (4c) Sn I
Boy = —(z6—3) a1+ 3as+ —a(zg—3) X+ 3by+c(z+3)2 (4c) Sn I
(26 + 3) as
By = —xgag + %ag — 2 as —axgX + %by —c262 (4c) Sn I
Boy = (x6—|—%) a1—|—ia2—(z6—%) as a(x6—|—%)5c—|—ib§f—c(z6—%)2 (4¢) Snl
Bos = r7a; + yras + 27 as ax7 X +by: ¥ + cz7 (8d) Cl 111



Bog = 7(1777%) a; —yras + = —a (x7f %) f(fby7§f+c(27+%) Z (8d) Cl 111
1

27 + 5) as

Bar =  —arar+(yr+3) ay—zrag = —ar7X+b(yr+3) § —cx 2 (8d) Cl1III

Bogs = (m—&-%)al—(y —%)ag— = a(sw—l—%)fc—b(y—%)y—c(z —%)i (8d) Cl III
(= 1)

Bay = —T7ay; —yrag —27ag = —ax7X —byr § — czr 2 (8d) ClIII

Bso = (z7+43)aityras—(zr—3) a3 = a(zr+3) X+byry—c(zr—13) 2 (8d) Cl1III

B3, = Tra; — (y7 — %) ap + z7 as = ar7X —b (y7 — %) V+cziz (8d) ClIII

B3>, = — (337 — %) a; + (y7 + %) as + = —a (l‘7 — %) X+b (y7 + %) y+c (27 + %) Z (Sd) Cl III
(e 3)

Bss = rga; +ygaz + zg a3 = argX +bys ¥ + c2g2 (8d) KI

B34 = 7(1’87%) a; —ysas + = 7&(1’87%))27by85’+0(28+%)2 (Sd) KI
(e + 3) 2

Bss = —zsai+ (ys+ 1) ay—zsa3 = —argX+b(ys+3) § —cas2 (8d) KI

B3g = (xg—&—%)al—(y—%)ag— = (l(.’L‘g—F%))A(—b(yg—%)y—c(zg—%)i (8d) KI
(- 1)

Bs; = —xga; — ygas — 2gas = —argX —bysy — czz % (8d) KI

B38 = ((Eg-l—%) a1+y832—(28—%> as = (L(l'g—‘r%) )A{-Fbygy—C(Zg—%) Z (8d) KI

B3y = xgal—(yg—%) as + zg as = axgi—b(yg—%)y—l—CZgi (8d) KI

By = —(zs—3)ar+(ys+i)as+ = —a(ws—3)%+b(ys+3)g+c(zs+3)z  (8d) KI
(28 +3) a3
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