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

This structure previously used the label(s) A7B2C_tP40_128_egi h_e. Calls to these addresses will be redirected here.
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Prototype Al;CuqFe

AFLOW prototype label ATB2C_tP40_128_egi_h_e-001
Strukturbericht designation E9,

ICSD 57677

CCDC 1621725

Pearson symbol tP40

Space group number 128

Space group symbol P4/mnc
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AFLOW prototype command aflow --proto=A7B2C_tP40_128_egi_h_e-001
—~params=a, C/a7 21,%22,X3,T4,Y4,T5,Ys5, 25

Other compounds with this structure
CoCusAly, NiCuzAlg, T(CoCuAl) — an alloy with approximate composition CoaCuy 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

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; = —z1 ag = —cz1 2 (4e) All
By = laj+iar+ (s1+1) as = lax+iay+c(ni+3)2 (de) Al
B; = 20 a3 = 20 Z (4e) Fel
Bg = %al—l—%ag—(zg—%) as = %aﬁ—&—%ay—c(zg—%)i (4e) Fel
B, = —zzas = —czo 2 (4e) Fe I
Bg = %a1+%a2+(22+%) as = %ai+%ay+c(22+%)2 (4e) Fel
By = xgal—&-(:rg—f—%) ag+iag = a;vgfc—i—a(xg,—l—%) y—i—ici (8g) Al Tl
Bio = —x3a; — (v3— 1) ax+ a3 = —azsX —a(z3—3) §+ jc2 (8g) AlTI
B,y = — (Z‘3 — %) a; +rzas + iag = —a (333 — %) X+ax3y + ici (8g) Al Il
B = (acng%) a17x3a2+%a3 = a(x3+%) )“cfa:rgericZ (8g) AlIl
Bis =  —zza;— (23— ) axtjay = —arsX —a(zs —3) y+ ez (82) ALIL
By = T3a; + (ch + %) a; + %ag = arsX+a (mg + %) v+ %ci (8g) Al Tl
By = (x3—|—%) a1—x3a2+%ag = a(:z:3—|—%) i—axgy—k%ci (8g) AlIl
B = — (1’3 — %) a; +rzas + %33 = —a (xg — %) X+ax3y + %ci (8g) AlIl
By = Tgay + ygag = arsX +aysy (8h) Cul
Bis = —Tga1 — Ys Az = —arsX —ays y (8h) Cul
By = —yga; + T4a0 = —ays X+ axs § (8h) Cul
By = Yga] — T4as = aysX —ary y (8h) Cul



B21 = 7(1747%)&14’(2444’%) as + = 7&(1747%))24’(1(]444’%)}74’%02 (Sh) Cul
a,

2

B — (m+dm-(n-Hastia =  af+hx-alm-}y+ies Gy Cul

Bas = (ya+3)ar+(za+3)a+iaz = ays+3) R+a(za+3)y+3c2 (8h) Cul

Bu = ~(u-Dm-(-Dat =  aln-YE-alm-Dyelr @)

283

Bas = Tsay + ysas + 25 as = arsX+ays§ +czs 2 (161) Al 111

By = —Tsa; — Ysas + 25 a3 = —arsX —ays ¥ + cz5 Z (161) Al III

By = —Ysa1 + x5 az + 25 ag = —ays X+ ax5 § + cz5 2 (161) ALTIL

Bos = Ys a1 — s as + 25 ag = ays X —arsy + cz5 2 (161) Al I11

By = —(zs—3)ai+(ys+3)a— = —a(zs—3) %X+a(ys+3)y—c(z—3)2 (161) Al TIT
(2 —3)

Bso = (x5 +3) a1 — (ys — 3) a2 — = a(ws+3)%x—a(ys—3)9—cl(es—3) 2 (161) Al III
(25— 1) g

B3, = (ys+3) ar + (x5 +3) a2 — = a(ys+3)X+ta(zs+3)9—c(es—1)2 (161) Al II1
(2 —3)

Bsgz = —(ps—3)a—(zs—3)as— = —a(ys—3) %—a(zs—3)y—c(z—-3)2 (161) Al 111
(2 —3)

B3z = —Tp a1 — Y5 Az — 25 A3 = —arsX —aysy — cz52 (161) AL

B3, = Tsa1 + Ys ag — 25 ag = arsX+aysy —czs 2 (161) Al 111

Bss = Ys a1 — Tsag — 25 ag = ays X —arsy — cz5 2 (161) Al III

Bss = —ysay + Tsas — 25 as = —ays X +axsy — cz5 2 (161) Al TIT

B = (D m-(p-Damt = a(mtd)f-aln-} etz s Am
(25 + 3) as

B = (- hat(eth et =l Dxralsrdyrelseds 06 AW
(2 +3) &

Bsgg = —(ys—3)ar—(zs—3)as+ = —a(ys—3) %k—a(zs—3)y+c(z+3)2 (161) Al IIT
(2 +3)

B = (ntdmt(mtdme - alnrd)xralomtd) ez (o) Al
(25 +3) a3
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