FeCuyAly (E9,) Structure:
ATB2C tP40 128 egi h e-001

This structure originally had the label A7B2C_tP40_128_egi h_e. Calls to that address will be redirected here.
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Prototype Al;CusFe

AFLOW prototype label A7B2C_tP40_.128_egi_h_e-001
Strukturbericht designation E9,

ICSD 57677

Pearson symbol tP40

Space group number 128

Space group symbol P4/mnc

AFLOW prototype command  aflow --proto=A7B2C_tP40_128_egi_h_e-001
—~params=a, C/a7 21,22,T3,T4,Y4,T5,Y5, 25

Other compounds with this structure
CoCugAly, NiCuzAlg, T(CoCuAl) — an alloy with approximate composition CosCuy gAly7.7

e Our original (Hicks, 2019) CIF for this structure has incorrect z-coordinates for the Al T and Fe I atoms. We have
corrected the errors with this release.

Simple Tetragonal primitive vectors
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a; = ax

as = ay

ag = cZ

Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = z1 a3 = cz1 Z (4e) All
B, = %al—l—%ag—(zl—%) as = %aﬁ—&—%ay—c(zl—%)i (4e) All
B; = —2z1 ag = —c21 2 (4e) All
By = laj+iar+ (s1+31) a3 = lax+iay+ce(nn+3)2 (4e) Al
By = 20 a3 = 20 Z (4e) Fel
Bg = %al—l—%ag—(zg—%) as = %ai—&—%ay—c(zz—%)i (4e) Fel
B = —2zo ag = —C29 % (4e) Fel
Bs = laj+iar+ (2+1) a; = lax+iay+c(n+i)z (de) Fe I
By = xgal—&-(mg—f—%) a2+ia3 = angc—i—a(xg—l—%) y—i—ici (8g) AlIl
Bio —rza; — (xg — %) ap + iag = —ar3X—a (!L‘g — %) v+ ici (8¢) Al Tl
B,y = — (xg — %) a; +rzas + %33 = —a (a:3 — %) X+ arsy + ici (8g) Al Il
B = (x3+%) a17x3a2+%a3 = a(:vng%) )EfaxgericZ (8g) AlIl
Bz = —r3a; — (xg — %) as + %ag = —axr3X —a (acg — %) v+ %ci (8g) AlIl
Bis T3a; + (xg + %) a; + %ag = arsX+a (acg + %) v+ %ci (8¢) Al Tl
By = (.133—|-%) al—$332+%33 = a(a:3—|—%) )‘c—aajgy—k%ci (8g) Al Il
Bis — (arg — %) a; +rzas + %33 = —a (Ig — %) X+axr3y + %ci (8g) AlIl
By = Tgay + ygas = axsX+aysy (8h) Cul
Bis —Tga; — ysas = —azrsX —aysy (8h) Cul
Big = —yga; + T4 a0 = —ays X +axyy (8h) Cul
By = Yga] — T4 = aysX —ary y (8h) Cul
Bor =  —(za—3) a11+ (ya+3)ac+ = —a(zg— %) X+a(ys+3) §+3c2 (8h) Cu I
283
By = (ma+3)ai—(ya—3)as+sa; = alza+) x—alya—3)9+13 (8h) Cul
Bas = (pu+d)ai+(za+3)atiaz = alys+3)x+a(za+i)y+13 (8h) Cu I
Bay = —(u—3)a—(za—3)a+ = —a(ys—3)%x—a(za—3) 9§+ 3c2 (8h) Cu I
283

Bos = Tsay + ysas + 25 ag = ars X+ aysy + cz5 2 (161) Al 11T
B2 = —rsa; — ysas + 25 a3 = —arsX —aysy + cz5 2 (161) Al TIT
By = —ysay + T as + 25 az = —aysX+arsy +cz5Z (161) Al III
Bas = Ysa1 — Ts5ag + 25 a3 = ays X —axs § + cz5 2 (16i) Al TII
Bz = —(zs—3a+(yps+i)a— = —a(zs—3%) k+a(ys+3)F-c(es—3)2  (161) Al TIT

(% —3) as



B30 = ($5+%)31*(y57%)a27 = a(x5+%)ifa(yg)f%)yfc(zsfé)i (161) Al III

(2 —3) as

Bs: = (ys+ %) ar + (x5 + 3) a2 — = a(ys+3)X+ta(zs+3)9—c(es—1)2 (16i) Al TII
(2 —3) as

B3, = - (y5 — %) a; — (v5 — %) a— = -—a (y5 — %) X—a (x5 — %) v—c (z5 — %) Z (161) Al III
(25— 3) as

B3z = —T5a); — Ysaz — 25 a3 = —arsX —ays y — cz5 Z (161) Al 111

B3y, = rsay + ysas — 25 as = arsX+aysy —cz5 (161) Al IIT

Bs; = Ysa] — T5as — 25 as = ays X — arsy — cz52 (161) Al III

B3 = —ysa; + x5as — z5as = —ays X +axsy — cz52 (161) Al III

B3y = (zs+3)ar— (ys— 3) ax + = a(ws+i)x—a(ys—3) 9+c(es+1)2 (161) AlIII
(z5+3) a3

Bss = —(zs—3)ai+(ys+3)as+ = —a(zs—3) X+a(ys+2)y+c(z+3)2 (161) Al TII
(z5+3) as

By = -— (ys — %) a; — (x5 — %) a+ = -—a (y5 — %) X—a (:c5 — %) v+c (25 + %) Z (161) Al III
(25 + % as

By = (y;,—!—%) a1—|—(a:5+%) as + = a(yg,—&—%))A(—|—a(a:5—|—%)y—|—c(z5+%)i (161) Al TII
(25 +3) a3
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