NayT1 Structure:
A2B_0C48_20_ab3c_2¢-001
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Prototype NayTI

AFLOW prototype label A2B_0C48_20_ab3c_2¢-001
ICSD 105171

CCDC 1663062

Pearson symbol 0C48

Space group number 20

Space group symbol C222¢

AFLOW prototype command aflow --proto=A2B_oC48_20_ab3c_2c-001
—~params=a, b/a7 C/a7 T1,Y2,T3,Y3,23,T4,Y4,24,T5,Y5,25, L6, Y6, 26, L7, Y7, 27
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Base-centered Orthorhombic primitive vectors
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a; + 21 a axr, X (4a) Nal
B, = —r1a; —rias+ %33 —axr1 X+ %Ci (43) Nal
B3 = —Y2ay + Y2 a2 + i as byg y + iCZ (4b) Na II
B, = Yo — Ypas + % as —by2§ + 5cZ (4b) Na II
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Z4 A3
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Bio = —(w6+uys)ar— (v6 —ys) a2 — = —azgX +bys ¥ —c (26 — 3) 2 (8¢c) 111

Ze — %) as
By = (6 +ys) a1 + (x5 — yg) ag — = argX — bygy — czg Z (8c) T11I
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