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Prototype Cl;CuMos

AFLOW prototype label A7BC3_cP88_201_e2h_e_h-001

ICSD 404375

Pearson symbol cP88

Space group number 201

Space group symbol Pn3

AFLOW prototype command  aflow --proto=A7BC3_cP88_201_e2h_e_h-001
~Tparams=a, T1, T2, T3, Y3, 23, T4, Y4, 24, T5, Y5, 25

Other compounds with this structure
CUM03BI‘7, CuW3Br7

Simple Cubic primitive vectors
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a; = aX
as = ay
ag = az
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a; +xas + ;a3 = ar1 X +ar,y + ary z (8e) Cll
B, = —(xl—%) a; — (331—7) as+ = —a(xl—%)fc—a(ml—f)y—kamlz (8e) ClI
z1 a3
B; = —(xl—%) a; +xay — = a(xl—l)x—i—axly—a(xl—%)i (8e) ClI
(w1 -3) a
By, = mlal—(xl—%) ag—(ml—%) ag = amli—a(xl—%)y—a(xl—%)i (8e) Cll
B = —x1a] — 1Ay — 21 a3 = —ariX—ary —axi 2 (8e) ClI
Be = (m1+3)ai+(z1+3i)a—za5 = a(zi+3) k+a(zi+3)9y—anz (8e) ClI
By = (z1+3)ai—zat(z+3)a; = a(zi+3)k—ang+a(z+1)2 (8e) ClI
Bg = —xlal—l—(xl—i—%) as + = —axlx+a(x1+§)y+a(x1+§) Z (8e) Cll
(z1+3) a3
By = Toag + Toas + Toas = axo X+ aroy + axo (8e) Cul
Bio = —(:r —%) al—(l'g—*) a+ = —a(x —%)i—a(xg—f)y—i—axgz (8e) Cul
Zoasz
Bi1 = —(x —%) a; +xgag — = (xg—l)x—i—axgy—a(g—%)i (8e) Cul
(w2 - 3) a3
B, = mgal—(a: —%) 32—(1' —%) az = axz)“c—a(xg—%)y—a(x —%)i (8e) Cul
Bz = —Zoa] — Topag — To a3 = —axoX —arey —axo Z (8e) Cul
B4y = (3?2-‘1-%) aﬁ—(m—i—%) as—Tsag = a(mg—i— ) X+a(.’L'2—|- ) —are Z (8e) Cul
Bis = (x2—|—%) al—.l?gag-i-(l'g-i—%) ag = a(xg—i- )X—awgy—i—a(xg—i— ) /7 (8e) Cul
Big = *172&14’(562“1’%) as + = *a$2ﬁ+a("£2+§) y+a(x2+§) Z (8e) Cul
(w2 +3) as
By = r3a + yzas + 23 as = axsX+aysy +az3z (24h) Cl1I
Bis = - (acg — %) a; — (yg — %) a+ = —a (xg — %) X—a (y3 — 7) y+azz (24h) ClII
23 a3
By = *(Ig*%) a; +ysas — = —a (1'3*%) )A(Jraygyfa(z;;—%) Z (24h) ClII
(23— 3) as
By = acgal—(yg—%) 82—(23—%) ag = amgi—a(yg—%) y—a(z;:,— %) Z (24h) Cl1I
By = zzay + x3as + yzas = azz3X +ax3y +aysz (24h) Cl1I
By, = Z3a1—(m3—%) ag—(y —%) az = azg)‘c—a(xg—%)y—a(y —%)2 (24h) ClII
Bas = —(m—32)a—(s—3)a+ = —a(z—3)x—a(zs—3)y+aysz (24h) ClII
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Bss = (y5+3)ai+(z+3)ay—z5a3 = a(ys+3) X+a(z+3)y—ars2 (24h) Mo I
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