a-Snky Structure:
A2B mC48_15_4f 2{-001
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Prototype FySn
AFLOW prototype label A2B_mC48_15_4f 2{-001
ICSD 308
CCDC 1590855
Pearson symbol mC48
Space group number 15
Space group symbol C2/c

AFLOW prototype command aflow --proto=A2B_mC48_15_4f_2f-001
—Tparams=a, b/a7 c/a, Bv T1,Y1,%21,T2,Y2,22,T3,Y3,23,T4,Y4,24,T5,Y5,25, L6, Y6, 26

e SnkF5 is found in three structures:

— Imonoclinic a-SnFy (this structure), the ground state
— orthorhombic 5-SnFs| formed from «-SnF5 on cooling below 67°C, and
— tetragonal y-SnF5, produced by heating a-SnFy above 180°C, forming in the a-TeOq structure.
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Base-centered Monoclinic primitive vectors

a3 = %afc — %by
az = %afc + %by
ag = ccosfX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = (r1 —y1) a1 + (w1 +y1) az + = (azy +czicos B) X +by1 § + cz1sin B2 (8f) F1
Z1 a3
B = —(r1+wy)a—(r1—y1)a— = —(axl—&—c(zl—%)cosb’))Ac—&—byl)?— (8f) FI
zl—%) as c(zl—%)sinﬂi
Bs = —(z1—yi)a—(r1+y1)a— = —(ax;+czicosf)X—by; ¥ —czisinfz (8f) FI
Z1 a3
By = (1 +y1) a1 + (71 —y1) az + = (a$1+0(21+%) COSﬁ) X—byy+ (8f) FI
(21+3) a3 c(z143)sinBz
By = (x2 —y2) a1 + (X2 + y2) a2 + = (axg + czacos B) X+ by2§ + czosin 52 (8f) F II
Z92 asg
BG = —(I2+y2) a; — (CC2 —y2> as — = — (QI2+C(2’2— %) COSB) ﬁ+by2y— (8f) F II
1 1 . A
(22— 3) a3 c(z2— 3)sinfBz
Br = —(z2—y2)a—(r2+y2)a— = —(axz+czacosff) X —bysy —czosinfBiz (8f) FII
Z9 asg
Bs = (zet+wp)ai+(ze—yp)a+ = (axa +c(z2+ 5) cos B) X —by2§ + (8f) FII
(32“'%) as 6(22—1—%) sin 82
By = (x3 —y3) a1 + (3 + y3) as + = (axs + czzcos B) X+ bys § + cz3sin S 2 (8f) F II1
Z3asg
Bio = —(estys)ar—(e3—ys)az— =  —(awz+c(zs—3)cosp) X+bysy - (8f) F 11
1 1 . N
z3— 3) as c(z3—3)sinBz
Biis = —(r3—y3)a;—(z3+ys)as— = —(axz+czzcosf) X—bysy —czz3sinfBz (8f) F III
Z3asg
B2 = (r3+ys) ar + (x5 —y3) aa + = (axs +c(z3+3)cosB) X —bys§ + (8f) FIII
(z3+%) az 0(23—1—%) sin 32
Bz = (x4 —ya) a1 + (x4 +y4) a2 + = (axy + czqcosB) X+ bys§ + cz4sinfz (8f) FIV
Z4 A3
Bis = —(matwys)ar—(za—ya)az— = - (aas4 +c (2’4 - %) COS 5) X+bysay — (8f) F 1V
1 1 . N
(21— 3) 2 c(z4— 3)sinfBz
Bis = —(za—ys)ar—(vat+ys)az— = —(axg+czgcosf) X —bysy — czysinfBz (8f) FIV
Z4 asg
Big = (watw)ar+(@ma—y)a+ = (azs+c(za+ %) cosB) & —bysy + (8f) F IV
(20 +3) a3 c(z4+3)sin Bz
By = (x5 —ys5) a1 + (5 + y5) as + = (axs + cz5c08 8) X+ bys § + cz5sin S (8f) Snl
25 a3
Bis = —(z5+ys)a;—(z5—y5) aa— = — (ax5+c(z5 — %) COSB) X+ bysy — (8f) Snl
1 1 . N
(25— 3) a3 c(z5— %) sinBz



Big = —(z5—ys)a;—(z5+ys)as— = —(axs+czscosf) X—bysy —czssinfz (8f) Sn I

25 a3
By = (x5 +ys) a1 + (x5 — ys) az + = (ax5 +ec (z5 + %) coS ﬁ) X—bysy + (8f) Sn I
(25 +3) a3 c(z5+ %) sinBz
By, = (x6 —ys) a1 + (x5 + ys) a2 + = (axg + czgcos B) X+ bys ¥ + czgsin 5z (8f) Sn II
Zg A3
Bos = —(v6+ys)ar— (v6—ys) ag — = — (azg+c (26 — 3) cos B) X+ by § — (8f) Sn IT
1 1 . ~
(ZG - 5) az c (ZG — 5) sin 32
Bas = —(xs—ys) a1 — (x6+ys) aa— = —(axg+czgeosf) X—bysy —czesinfz (8f) Sn II
Zg A3
Boys =  (w6+uys)ar+ (26 —ys) az+ = (aze +c (26 + 5) cos B) X — by § + (8f) Sn II
(Z6+%) az c(z(;—l—%)sinﬂi
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