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Prototype CugFegS16

AFLOW prototype label A9BIC16_tP34_111_ajn_bcdek _2no-001
Mineral name mooihoekite

ICSD 2649

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, 11

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

Simple Tetragonal primitive vectors
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a; = axX
as = ay
ag = cCz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (1a) Cul
B, = faj+iar+iag faX+ tay+ 3c2 (1b) Fe I
B; = 1ag ica (1c) Fe II
B, = %al + %ag %ai + %ay (1d) Fe II1
Bs = 1a lax (2e) Fe TV
Bs = ay say (2e) Fe IV
B, = x631+%ag+%ag aa:w‘c—k%a&—k%ci (4) Cull
Bsg = —zga; + %ag + %ag —axeX + %ay—i— %ci (4) Cu Il
By = %al—xgag—&—%ag %a&—a:c(;y—i—%ci (43) Cull
Bio = sai+zgaz + 5 ag taX+argy + 3c2 (4) Cull
Bi1 = T7a; + %ag axr7 X+ %ci (4k) FeV
B, = —z7a; + % as —axr7X + %ci (4k) FeV
Bis = —x7as + % as —azrry + %ci (4k) Fe V
By = x7as + 3 ag arr § + 3c (4k) Fe V
Bis = rga] + rgas + zgas axgX +argy + cz32 (4n) Cu III
B = —xga] — Tg Ay + 2g Az —arg X —axgy + czg Z (4n) Cu III
By = Tga] — Tg Ay — 23 A3 argX —axrgy — c23 % (4n) Cu III
Bis = —rga; + rgas — zgas —axrg X +axgy — c28 Z (4n) Cu III
By = Tgay + Tgas + 29 as axgX +argy + cz9 2 (4n) S1I
By = —Zga; — Tgas + 29 Az —ar9X —axrgy + cz9 Z (4n) ST
By = Tga] — Tg Ay — Zg A3 argX — argy — czg Z (4n) S1I
By, = —Tgaj + xgas — zg as —argX+argy — cz9Z (4n) SI
Bos = T1pa1 + Tig Az + 210 A3 ax1pX + ar10y + cz102 (4n) S1I
Bay = —T1pa1 — Tip A2 + 210 a3 —ax1pX —az10y + cz10 2 (4n) St
By = Tipa] — T1p A — 210 A3 aripX —aryny — cz10 2 (4n) SII
B2 = —Z1pa1 + T10a2 — 2103 —az1X +ariy — cz10Z (4n) S
B2z = Tirar + Y az + 211 a3 arpn X +ayny +cz1z (80) S I
Bas = —r11a1 — Y11 a2 + 211 a3 —arpn X —ayn y +czn 2 (80) ST
B2 = Yriar — 1182 — 21183 ay11 X —axn y — cz11 2 (80) S I
B3y = —y11a1 + T11 a2 — 211 a3 —ay1 X+ ar;1y —cz11 Z (80) S 111



B31 = —r11a1 + Y11 A2 — 211 A3 = —arii X+ ayi1 y — C211 Z (80) S III

Bsx = T11aA1 —Yi1a2 — 21143 = ari1 X —ayny —cz11 2 (80) S I

B3z = —Y11Q1 — T11az + z11a3 = —ayii X —azri 5’ +cz11Z (80) S 111

B3y = y11a; + 11 as + 211 a3 = ay11 X+ axr11y +cz11 2 (80) S III
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