Sn,F3Cl Structure:

AB3C2 cP24 198 a b 2a-001
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Prototype

AFLOW prototype label
ICSD

CCDC

Pearson symbol

Space group number

Space group symbol

AFLOW prototype command

https://aflow.org/prototype-encyclopedia/32SB

https://aflow.org/prototype-encyclopedia/AB3C2_cP24_198_a_b_2a-001

CngSDQ

AB3C2_cP24_198_a_b_2a-001
2088

1592032

cP24

198

P23

aflow --proto=AB3C2_cP24_198_a_b_2a-001

—Tparams=a, T1, T2, L3, L4, Y4, 24

e SnyF3Cl occupies the same Wyckoff positions in space group P213 #198 as |[3-SnWOy, and the ICSD assigns it to the
SnWOQOy, structure type. However the stoichiometry and hence the bonding are different, so we give it a separate AFLOW

prototype label.
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Simple Cubic primitive vectors

e
ay; = aX
as = ay
ag = az
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a; +x1as +xas = ar1X+ar1y +axz (4a) ClI
B, = 7(5517%) a; —x1as + = fa(xlf%)ifaxlera(ler%)Z (4a) Cll
(w14 1) 2
B; = —z1a; + (z1+ 1) ax — = —ariX+a(zi+3)y—a(zi—3)2 (4a) ClI
(1 3)
B, = ($1—|—%) al—(xl—%) as—xr1as3 = a(xl—&—%) i—a(xl—%) Y —ax,z (43) ClI
B5 = To A + Toag + o as = axro X + aIzy + axo Z (48,) Sn 1
Bg = —(mz—%) a; — o ag + = —a(xg—%)i—axgy—l—a(xz—i—%)z (4a) Sn I
(z2+3) as
By = —Igal—f—(l‘g—i-%) as — = —axgi—i—a(xg—i—%) jf—a(azg—%) Z (4a) Sn I
(2 1)
Bsg = (x2—|—%) al—(xg—%) as—roasy = a,(scz—&—%) )Ac—a(xg—%) Y —axoZ (4a) Snl
By = r3a; + r3as + r3as3 = ax3X +axrsy + axrsz (4a) Sn II
Bio = —(1‘3—%) a; —r3as + = —a(xg—%)i—axgy—i—a(xg—f—%) Z (4a) Sn II
(1‘3 + %) as
Bi1 = —1‘33.1—1-(.7334-%) as — = —a$3)2+(1(.133+%) S’—a(.ﬁg— %) Z (43) Sn II
(23— 3) a3
B12 = (:ZJ3+%) al—(xg— %) Az —T3as = a(a:3+%) )A(*a(ngé) yfaxgi (4&) Sn II
Bz = Tqay + ygas + 24 a3 = ars X+ aysy +azs z (12Db) FI
Bis = —(IE4—%> a; —ysas + = —a(x4—%)&—ay4y+a(z4+%)i (12b) FI
(24 + %) as
By = —x4a; + (y4+%) as — = —ax4)“(—|—a(y4—|—%) y—a(z4—%) Z (12b) FI
(21— 3) a3
Big = (x4+%) alf(y4f%) ay—z4a3 = a(x4+%)>‘(fa(y4f%)yfa242 (12b) FI
By = zeay + 489 + ygas = azaX+axyy +ays z (12Db) FI
Bigs = (Z4+%) al—(:v4—%) as—ysas3 = @(2’44-%)5(—&(1‘4—%)5’—04/42 (12b) FI
Blg = —(2’4—%) a; —rg4a9 + = —CL(Z4—%)§(—(ISC4$’+Q(?J4+%)Z (12b) FI
(va+3) a3
By = —Z4a1+(ac4+%) a, — = —az4§<+a(m4+%) y—a(y —%) Z (12Db) F1I
(y4 - %) as
By, = Ysay + 2489 + 1483 = aysX +azyy +aryz (12b) FI



B22 = —Y4q a1 + (Z4+ %) as — = —ay4§<+a(24+ %) y—a(x4 — %) Z (12b) FI

(4 - 3) 2

Bos = (y4+%) a1—(24—%) ar—r4az = a(y4+%)§<—a(24—%)y—ax42 (12Db) FI
Boy, = —(ya—3) a1 —zsa2+ = —a(ys—3)X—auy+a(rat+i)z (12b) FI
($4 + %) as
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