GeSes (High Pressure) Structure:
AB2 tP12.81 adg 2h-001

This structure previously used the label(s) AB2_tP12_81_adg 2h. Calls to these addresses will be redirected here.
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Prototype GeSey

AFLOW prototype label AB2_tP12_81_adg_2h-001
ICSD 90957

CCDC 1650531

Pearson symbol tP12

Space group number 81

Space group symbol P4

AFLOW prototype command aflow --proto=AB2_tP12_81_adg_2h-001
—~params=a, c/a, 23,T4,Y4,24,T5,Ys5, 25
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e This data was taken at T'= 698 K with P = 2 GPa.

e Our original version of this structure in (Hicks, 2019) had z5 = 0.6373 for the Se-II atoms. The correct value is 0.6273.

Simple Tetragonal primitive vectors

a3
a; = ax
az = ay
ag = CZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (1a) Gel
B, = %al—k%ag—i—%ag = %afi—l—%aﬁf—i—%ci (1d) Ge II
B; = % ar + z3 a3 = %ay + cz37% (2¢g) Ge III
B, = % a; — z3as = %af{ —cz37Z (2g) Ge III
By = Tqay + ygas + 24 a3 = arsX+aysy +cz4z (4h) Sel
Bg = —x4a1 —Yqa0 + 2483 = —axyX —aysy +cz4 2 (4h) Sel
B, = Yga1 — Tgag — 24 A3 = aysX —aryy —czy Z (4h) Sel
Bsg = —yga; +T4ay — 24 a3 = —aya X+ aryy —cz4 Z (4h) Sel
By = Tsay + ysas + 25 as = arsX+aysy + cz52 (4h) Se 11
Bio = —Z5a1 — Ys Az + 2583 = —axsX —ays ¥ + 252 (4h) Se IT
B = Ys a1 — T ag — 25 as = aysX —arsy — cz5 Z (4h) Se II
B = —ysay + T5as — 25 as = —ays X+ arsy —cz5 2 (4h) Se 11
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