£-SnWO, Structure:
A4BC _cP24.198_ab_a_a-001
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ik L

Prototype 04SnW

AFLOW prototype label A4BC_cP24.198_ab_a_a-001

ICSD 2840

CCDC 1592641

Pearson symbol cP24

Space group number 198

Space group symbol P2,3

AFLOW prototype command  aflow --proto=A4BC_cP24_198_ab_a_a-001
——-params=a, r1,T2,x3,T4,Y4,24

e Below 670° this transforms into the a-SnWOy/ structure (Jeitschko, 1972).
e SnWO, melts above 782°C.

e The current sample was heated above 670°C and rapidly quenched.
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e The atoms in SnpFe3Cl occupy the same Wyckoff positions, but with different site occupations.

Simple Cubic primitive vectors

Y
233
a; = ax
as = ay
ag = az
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = Tia; +x1ay +xas = ax1X+ar1y +ax, 2 (4a) Ol
B, = —(z1—3) a1 —zax + = —a(z1— %) X—an1y+a(zi+3)2 (4a) OI1I
(.231 + %) as
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(1 3) a3
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(o0 3)
B, = fz2a1+(x2+%) as — = fa:cg)‘cha(ngr%)yfa(x ,%)2 (4a) Snl
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Bgs = (acg—l—%) al—(xg—%) as—Tpagz = a(xg—k%) i—a(xg—%) V—axoZ (4a) Sn I
By = T3a; + r3as + r3as = arsX +arsy + arsz (4a) W1
B10 = —(.’,133—%) a; —rzaz + = —a(xg—%)fc—axgy—ka(a:g—ké)i (43) W1
(z3+ 3) ag
B = fx3a1+(x3+%) ar — = *Qﬂfgi“ra(.%gﬁ*%) yfa(ng%) Z (4a) WI
(z3—3) as
B = (1‘34-%) al—(gcg—%) as—r3ag = a(.%'g—‘r%) X—a(xg—%) Y —arsz (4a) WI
Bz = Tqa] +Ygao + 24as3 = axsX+aysy +az4 2 (12b) O1II
B14 = —(174—%) al—y4a2—|— = —CL(SC4—%) )A(—ay4§f—|—a(24—|—%) Z (12b) OlIl
(24 +3) as
By = —zsa; + (y4 + %) ag — = —arsX+a (y4 + %) y—a (24 — %) Z (12Db) O1II
(2a—3) as
Big = (m—i—%) al—(y4—%) ag—z4a3 = a(m—&—%) i—a(y4—%) V—azz (12b) O1II
B17 = zg4a1 +xg4as + Yq A3 = az4 X + ax4§f + ayq Z (12b) O1II
Bis = (z4+%) alf(z f%) a,—ysaz = a(24+%)>“<fa(a7 f%)yfay42 (12b) O1II
B = —(24—%) a; — Taa + = —a(z;;—%) i—am4y+a(y4+%) Z (12Db) O1II
(y4 + %) as
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B20 = —z4a1 + (I4+%) as — = 7&24)24*(1(174%’%) yfa(y4—%) Z (12b) OlIl

(1 —3) a3
B2 = ysar +zaa + x4 ag = ays X+ az, § + ary % (12b) 01l
Baz = —ysar + (21 + ) ag — = —aysX+a(z+g)y—a(r—3)z (12b) on
(w4 — 3) a3
Bas = (ya+3)ai—(za—3) az—aga3 = a(ys+i)x—a(z—3)9—any2 (12b) on
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