Mooihoekite (CugFegSy4) Structure:
A9BIC16_tP34 111 _ajn_bedek 2no-001
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Prototype CugFegS16

AFLOW prototype label A9BIC16_tP34_111_ajn_bedek _2no-001
Mineral name mooihoekite

ICSD 2649

CCDC 1592517

Pearson symbol tP34

Space group number 111

Space group symbol P42m

AFLOW prototype command aflow —-proto=A9B9C16_tP34_111_ajn_bcdek_2no-001
—~params=a, C/a7 T, L7, T8y 28, LY, 29, L10, 210, L11, Y11, f11


http://dx.doi.org/10.1016/j.commatsci.2024.112988
http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/prototype-encyclopedia/2KD6
https://aflow.org/prototype-encyclopedia/A9B9C16_tP34_111_ajn_bcdek_2no-001
https://www.aflow.org/prototype-encyclopedia/Tutorials/AFLOW_Prototype_Label/
https://www.aflow.org/prototype-encyclopedia/info/cif.html#ICSD
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=2649&DatabaseToSearch=ICSD
https://www.aflow.org/prototype-encyclopedia/info/cif.html#CCDC
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=1592517&DatabaseToSearch=Published

e We have shifted the origin by a/2(% + ¢) from that used by (Hall, 1973).

Simple Tetragonal primitive vectors

a1l ,
a; = ax
az = ay
ag = CZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (1a) Cul
B, = %al—l—%ag—k%ag %afc—i—%ay—i-%ci (1b) Fel
B; = 1ag icz (1c) Fe 11
By, = sa;+3ap saX+3ay (1d) Fe 111
B = 1a sax (2e) Fe IV
Bg = 1ay lay (2e) Fe IV
B = xgal—&—%ag—&—%ag axaﬁ—i—%ay—i—%ci (43) Cull
Bs = —zga; + %32 + %33 —azreg X + %ay—i— %ci (43) Cull
By = 1a173:6a2+%a3 %aifaxﬁyqtéci (4) Cull
Bio = La, +x6a2+%a3 %ax—i—axc,y—i— 5C2 (4) Cu Il
Bi1 = Tra; + %33 axr X + %cz (4k) Fe V
Bz = —zra; + % as —azr7 X+ %ci (4k) Fe V
Bz = —z7ag + % as —ax7y + %ci (4k) FeV
By = T7as + %ag axr7y + %ci (4k) FeV
By = Tga] + rgas + zgas argX + axrgy + czgZ (4n) Cu III
Big = —Trga; — rgas + zgas —argX —argy + czg % (4n) Cu III
By = Tga] — Tgag — 2g A3 axgX —argy — cz32 (4n) Cu III
Bis = —rga; + rgas — zgas —axrg X+ axgy — czg Z (4n) Cu III
By = Tgay + Tgag + 29 as argX + argy + czg Z (4n) SI
By = —Tgaj — Tgas + 29 as —argX —argy + cz9Z (4n) S1I
By, = Tga] — Tgag — Zg A3 axgX —argy — cz9 2 (4n) S1I
By, = —Tga; + xgas — zgas —argX +axgy — cz97Z (4n) S1I
Bos = Tipaj + Tipas + 210 as arp X+ ariny + cz102 (4n) S1I
Boy = —T1pa] — T1pas + 210 a3 —azx1gX —ari0y + cz10 2 (4n) S1II
By = T1p@1 — T1g A2 — 210 A3 ax1pX —ar1gy — cz102 (4n) S1II
By = —Z10a1 + T10a — 210 a3 —axr10X +axr0y — cz10 Z (4n) S II



B2y = T11 a1 + Y11 Ao + 211 a3 = ar; X+ ay;1 y+ cz11 (80) S II1
Bos = —r11a1 — Y1142 + 211 a3 = —arp1 X —ay1 ¥y +cx1z (80) S II1
By = Y11a1 — T11 A — 211 A3 = ay11 X —axr11y —cz11 Z (80) S III
B3 = —Ynna + Ti1az — 21133 = —aynX+arny —cz12 (80) S I
Bs:1 = —Ti1a; +yi1az — 21143 = —axn X+ ayny —cz2 2 (80) S I
B3, = X1181 — Y1183 — 211 A3 = ar;1 X —ay;1 § —cz11 (80) S II1
B3z = —y11a; — T11az + 211 a3 = —ayn1 X —ar1y +cz1 2 (80) S II1
B3y, = Y11 a1 + T11as + 211 as = ay11 X+ ar1 y+ cz11 (80) S III
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