B-SnFy Structure:
A2B oP12.19 2a_a-002
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Prototype F2Sn

AFLOW prototype label A2B_oP12.19_2a_a-002
ICSD 14194

CCDC 1595593

Pearson symbol oP12

Space group number 19

Space group symbol P2:212¢

AFLOW prototype command aflow --proto=A2B_oP12_19_2a_a-002
--params=a, b/a, c/a, x1,y1, 21, T2, Y2, 22, T3, Y3, 23

Other compounds with this structure
GeFsy, v-TeOq
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e SnF5 is found in three structures:

— monoclinic a-SnF5, the ground state

— lorthorhombic 8-SnF,| (this structure), formed from v-SnF5 on cooling below 67°C, and

— tetragonal v-SnF5, produced by heating a-SnFy above 180°C, forming in the tellurite (8-TeOs) structurel

e Data for 8-SnFy was taken at room temperature.

e Low-temperature Naumannite (AgOs II) and |3-SnFs| have the same AFLOW prototype label, A2B_oP12_19_2a_a. They

are generated by the same symmetry operations with different sets of parameters (--params) specified in their

corresponding CIF files.

Simple Orthorhombic primitive vectors

al
P‘313
a2
a; = aXx
az = by
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B1 = 1 ay +y1 as + 21 a3 = ax1)2+by1§f—|—czli (48,) FI
B, = —(ml—%)al—ylag—f— = —a(ml—%)i{—byly—l—c(zl—i-%)i (4a) FI
(o1 + 4) 2
B; = —zia;+ (y1+3) a2 — = —ar1X+b(yi+3)y—c(z1—3) 2 (4a) FI
(- 3) o
B, = (3314—%) al—(yl—%) as—zjas3 = a(xl—&—%)f(—b(yl—%)y—czli (43,) FI
B5 = Troaj + Y2 A2 + 29 a3 = axro b'e + by2 y + czo Z (4&) FII
Bg = —(xg—%) a; —ysas + = —a(xg—%))‘(—bygy—l—c(zQ—l—%)Z (4a) FII
(ZQ + %) as
By = —.Z’Qal—‘r(yg-i-%) as — = —angi—l—b(yg—l—%)y—c(zg—%) Z (43,) FII
(- 3) a0
Bg = (1:2—|—%) al—(yg—%) ag—zgpaz = a($2+%)ﬁ—b(y2—%)$’—6222 (4a) FII
By = r3a + yzas + 23 as = ax3X +bysy + cz3 z (4a) Sn 1
Bio = —(acg—%) a; —ysag + = —a(xg—%)f(—bygy—l—c(z;g—l—%)i (4a) Sn I
(23 + %) as
Bi1 = —$331+(y3+%) as — = —angc—l—b(yg—i—%) S’—C(Zg—%) Z (43) Sn 1
(- 3) a0
B12 = (Ig‘i’%) alf(ygf%) Az —ZzZ3 as = a(x3+%)§c7b(y37%)y70232 (48,) Sn 1
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