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Prototype Li;3Sns

AFLOW prototype label A13B5_.hP18_164_a2c4d_b2d-001
ICSD 104786

Pearson symbol hP18

Space group number 164

Space group symbol P3ml

AFLOW prototype command aflow —--proto=A13B5_hP18_164_a2c4d_b2d-001
—~params=a, C/a7 23, R4, 25,265 RT5 285 295 210

e We have made two corrections to the data given in (Frank, 1975):
— They do not give any information on the position of atom Li(5) (our Li-IIT) in Table I. Figure 1 places it on a (2c)
site. We used the distance data in Table II to find the value of z3.

— They place atom Li(6) (our Li-IV) on a (2d) site. The figure shows it is on a (2¢) site. The coordinate given is
consistent with the distances found in the aforementioned table.
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Trigonal (Hexagonal) primitive vectors

a1 = lagx- LBay Laz—ﬁ
ag = cZz
Basis vectors

Lattice Cartesian Wyckoff Atom

coordinates coordinates position type

B, = 0 = 0 (1a) Lil
B, = 1aj = ica (1b) Sn I
B; = z3 a3 = cz3 % (2¢) Lill
B, = —z3 a3 = —C23% (2¢) Lill
B; = Z4 ag = cz4 Z (2¢) Li III
Bg = —z4 a3 = —Ccz4 Z (2¢) Li III
B, = %al—l—%ag—l—zg,ag = %afc—&—?ay—i—czf)i (2d) Li IV
Bs = 2a;+ta; — 2543 = %ai—%ay—cz;)i (2d) Li IV
By = sa+3a+ 2 = %aﬁ+§ay+czﬁi (2d) Liv
Bio = %al+%82—2633 = %ai—?ay—czgi (2d) LiVv
By1 = %al +%a2—|—z7a3 = %afc—&—%ay—i—cmi (2d) Li VI
Bz — 2a,+1a;,—zay = lag— ey — ez (2d) Li VI
Bz = la;+2a,+ 2323 = lag+Bay + ez 2 (2d) Li VII
By = 2a,+1ay 23 = lag—Bayg —cz2 (2d) Li VII
B = %al + %az—f—Zgag = %afc—&—?ay—i—cz(gi (2d) Sn II
Big = %al +%a2—zQa3 = %afc— %ay—czgi (2d) Sn II
Byy = laj+ 2ay+zpa3 = lag+Lay + cz02 (2d) Sn III
Bis = %al + %az — 210 a3 = %a)‘c — %ay —cz10%Z (2d) Sn IIT
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