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Prototype LizSns

AFLOW prototype label A7B3_.mP20.11_Te_3e-001

ICSD 104785
Pearson symbol mP20
Space group number 11
Space group symbol P2;/m
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AFLOW prototype command aflow --proto=A7B3_mP20_11_7e_3e-001

——para.ms=a,b/a,c/a,ﬁ7x1,z1,x2,zz7x37 23, X4,24,T5,25, L6, 26, L7, 27, L8, 28, L9, 29,10,

210

e (Miiller, 1974) gives this structure in the “unique axis-¢” setting of space group P2;/m #11. We used FINDSYM to

transform this to the standard “unique axis-b” setting.

Simple Monoclinic primitive vectors
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Lattice
coordinates

xlal—l—iag—f—zlagg
—37181-1-%&2—21&3
172&14—%&24—22&3
—$231+%32—2233
l‘331+%32+23&3
—J)3&1+%32—Z3&3
z4a1+ia2+24a3
—x4a1+%a2—z4a3
m5a1+ia2+z5a3
—x5a1+%a2—z5a3
136314*%&24*2’6213
—$6al+%a2—2’633
x7al+iag+z7a3
—1‘7&14—%&2—2783
$8al+%az+2833
—zga; + 3a; — 23 a3
$931+i32+2’983
—x9a1+%ag—zga3
$1oal+%32+21033

3
—Z10a1 + 7a2 — 2zi0as

(1984), doi{10.1088,/0305-4608 /14,9 /006.

Cartesian
coordinates

axy +czcosB) X+ by + ez sin Bz
1
— (awy + czycos ) X+ 2b§ — cz1 sin B2
axe + czocos B) X+ by + czosin f 2
1
— (azg 4 czo cos B) X + %by— czo8in Bz
(axs + czzcos B) X + %by—i—cz;g sin B
— (aw3 + czzcos ) X+ 2b§ — czzsin B2
(axy + cz4cosB) X + iby+cz4 sin B Z
— (azy + cz4cos B) X + %by— czys8in Bz
(aws5 + cz5cos B) X+ 1b§ + cz5sin B2
— (axs + cz5 cos B) X + %by— czssin Bz
(axg + czgcos B) X + iberc% sin B Z
— (azg + czg cos B) X + %by— czgsin Bz
(aw7 4 czrcos B) X+ 1b§ + czrsin B2
— (ax7 4 czrcos B) X + %by— cz7sin Bz
(axs + czgcos B) X + iberczE; sin B Z
— (azg + czgcos B) X + %by— czgsin Bz
(awg + czg cos B) X + +b§ + czg sin B2
— (axg 4 czg cos B) X + %by— czgsin Bz

(ax19 + czipcos B) X + iby + cz108in Sz

— (az19 + cz1pcos B) X+ %by —cz108in Bz

Wyckoff
position
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Atom
type
Lil
Lil
Li Il
Lill
Li IIT
Li III
Li 1V
Li IV
LV
Liv
Li VI
Li VI
Li VII
Li VII
Sn I
Sn I
Sn IT
Sn 1T
Sn III
Sn III
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