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OF
@Sn
Prototype FsSn
AFLOW prototype label A2B_m(C48_15_4f 2f-001
ICSD 308
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/a7 67 T1,Y1,%21,T2,Y2,22,T3,Y3,23,T4,Y4,24,T5,Y5, 25, L6, Y6, 26

e SnFs is found in three structures:

— monoclinic a-SnFq| (this structure), the ground state
— lorthorhombic $-SnF's, formed from v-SnFy on cooling below 67°C, and
— tetragonal «-SnF5, produced by heating a-SnFy above 180°C, forming in the la-TeOs structure.

Base-centered Monoclinic primitive vectors
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a; = %afc — %by
as = %a)“( + %by
ag = ccosfBX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = (r1 —y1) a1 + (71 +y1) az + = (azy +czicos B) X+ by1 § + cz1sin B2 (8f) FI
Z1 as
B = —(zi1+y)a—(x1—y1)a— = —(axl—&—c(zl—%)cosﬁ))“(—&—byly— (8f) FI
zl—%) as c(zl—%)sinﬁi
Bs = —(z1—y1)ar—(r1+y1)a— = —(axi+czicosf)X—by1 ¥ —czsinfz (8f) FI
Z1 a3
By, = (x1+y1) a1 + (21 —y1) as + = (a:cl—i—c(zl—&—%) cosﬁ) X—by1y+ (8f) FI
(21+3) a3 c(z1 4 3)sinBz
Bs = (x2 —y2) a1 + (x2 + y2) a2 + = (azg + czacosf) X+ by2 § + czosin B2 (8f) FII
Z2 as
Be = —(z2+y)ar—(xa—y2)az— = —(ax2+c(22—%) cosﬂ) X+bysy — (8f) FII
1 1 . ~
22—5) as 0(22—5)51nﬁz
By = —(za—y2)a—(za+y2)as— = —(axa+czcosP)X—bysy —czasinfz (8f) F II
Z9 as
Bs = (v2 +1y2) a; + (z2 — o) az + = (azs +c(z2+3)cosB) R —bya§ + (8f) FII
(22+%) as c(22+%)sinﬂ2
By = (x3 —ys3) a1 + (3 + y3) as + = (axs + czzcos B) X+ bys§ + czgsin Sz (8f) F III
Z3 as
Bio = —(z3+ys)a;—(x3—ys)az— = — (G,.’II3 +ec (z3 — %) cos 6) X+bysy — (8f) F III
1 1 . A
(33_5) as 6(23—5) sin 82
Biin = —(w—ys)ar—(v3+tys)aa— = —(awz+teczgeosf) R—byz§ —cessinfa (8f) F I
Z3as
Biz = (z3t+ys)ar+(zs—ys)ax+ = (azs +c (23 + %) cos B) X —bys § + (8f) F 111
(23 +3) a3 c(z3+ %) sinBz
Bz = (x4 —ya) a1 + (x4 +y4) a2 + = (axy + czqcosB) X+ bys§ + cz4sin 5z (8f) FIV
Z4 A3
By = —(zatuys)ar—(za—wya)az— = - (a:r4 +c (24 — %) cos 5) X+bysy — (8f) FIV
1 1 . ~
z4—§) as c(z4—§)smﬁz
Bis = —(x4—ys)ar—(x4+ys) aa— = —(axg+czgcosf) X—bys§ —czasinfz (8f) F1V
Z4 A3
Big = (vatydar+(ma—ysd)axt = (azs+c(za+3)cosB) R —bys§ + (8f) FIV
(Z4+%) as c(m—i—%)sinﬂi
Biz = (v5—ys)ar+(v5+ys) aa+ = (azs + cz5co8 B) X+ bys § + cz5sin 32 (8f) Sn I
25 as
Bis = —(ws+uys)ar— (5 —ys) aa— = — (azs +c (25 — ) cos B) X+ bys § — (8f) Sn I

%5~ 3)

as

0(25 - %) sin 8z



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 (25 + %) 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 + 3) cos B) X — by § + (8f) Sn II
(Z6+%) az c(z6+%)sinﬂ2
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