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Prototype Celn; Pty
AFLOW prototype label

ICSD 161312
Pearson symbol t120
Space group number 139
Space group symbol I4/mmm

AB7C2_t120.139_a_bdg_e-001

https://aflow.org/p/P6JF

https://aflow.org/p/AB7C2_t120-139_a_bdg_e-001
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AFLOW prototype command  aflow --proto=AB7C2_tI20_139_a_bdg_e-001

--params=a, c/a, 24, 25

Body-centered Tetragonal primitive vectors
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a; = —iak+3iay+ica s
— lox_loo4 1.5 =
az = zaX—3zay+s5c2 <~ o3 J
ag = faX+iay-—3cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) Cel
B2 = %al + %ag = %CZ (2b) In I
B = %al—l—%az—i—%ag = %ay—l—%ci (4d) In II
B, = ja1+2ax + 4 as = saX+ c2 (4d) In II
B5 = zZ4a1 + z4 Q2 = CzZA Z (46) Pt 1
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Bg = —z4a] — 24 A9 = —Cc24 Z (4e) Pt1

B, = (25—1—%) a1+z5a2—|—%a3 = %ay+cz52 (8g) In III

Bs = zsal + (25 + %) as + %ag, = saX +cz5 2 (8¢) In IIT
(8g) In III
(8g)

In IIT

By = — (25— 3) a1 —z5a2 + 3 a3 =
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Bio = —zsa; — (25 — 3) a2 + 3 a3 =
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