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Prototype CulnP5Sq

AFLOW prototype label A2BC2D6_-m(C44_9_2a_a_2a_6a-001
ICSD 79291

Pearson symbol mC44

Space group number 9

Space group symbol Cc

AFLOW prototype command aflow --proto=A2BC2D6_mC44_9_2a_a_2a_6a-001
—~params=a, b/a? C/a7 67 x1,Y1,%21,22,Y2,22,T3,Y3,23,T4,Y4,24,T5,Y5,25, L6, Y6, 26, L7,
Y7, 27, 28,Y8, 28, L9, Y9, 29, L105 Y10, 2105 L11, Y11, 211

e The sites we designated as Cu-I are filled 87.5% of the time, while the Cu-II sites are only 10% filled. The copper atoms
on the two sites have opposite spins. There may be a small density of copper atoms between the layers.

e Space group Cc #9 does not specify the origin of the x- or z-axes. Here we fix the z and z coordinates of the iridium
atom, x3 = 0, z3 = 1/4.
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Base-centered Monoclinic primitive vectors

a3 = %afc — %by
az = %afc + %by )
ag = ccosfBXk+csinfBz o <
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = (x1 —y1) a1 + (z1 +y1) as + (a1 +cz1cos8B8) X+ by1 § + cz1 sin S Z (4a) Cul
Z1 a3
B, = (1 +y1) a1 + (71 —y1) a2 + (a$1+C(Z1 +%) COSﬁ) X—byny+ (4a) Cul
(21+3) a3 c(z14 %) sinBz
B; = (x2 —y2) a1 + (22 + y2) a2 + (axg + czacosB) X+ by2§ + czosin 5z (4a) Cull
Z2 as
B4 = (IQ + yg) a; + (ZZJQ — yg) as + (axz +c (ZQ + %) COS B) X — byg '5’ + (48,) Cu II
(22+%) as c(zg+%)sin52
Bs = (3 —y3) a1 + (3 +y3) az + (az3 +czzcos B) X +bys § + czzsin B2 (4a) In I
Z3 as
Bg = (3 +y3) a1 + (v3 — y3) as + (amg +c (Z3 + %) oS B) X —bysy + (4a) Inl
(Z3+%) as 6(23—1—%) sin 32
B, = (x4 —ya) a1 + (v4 +y4) ag + (axg + czgcos8B) X+ bys § + cz4sin Sz (4a) PI
Z4 a3
Bg = (x4 +yq) a1 + (x4 — y4) a2 + (a:c4 +ec (24 + %) coS 5) X—bysy + (4a) PI
(z4+%) az c(z;;—i—%) sin 3z
By = (x5 —ys5) a1 + (5 + y5) as + (axs + cz5c08 8) X+ bys § + cz5sin S Z (4a) PII
25 a3
Bio = (o5+ys) a1+ (5 —ys5) ag + (aws 4 c (25 + 3) cos B) X — bys § + (4a) P11
(Z5+%) az C(Z5+%) sin B Z
By = (z6 — yo) a1 + (z6 + Yo) az + (axe + czg cos ) X + by ¥ + czsin B 2 (4a) S 1
Zg A3
B2 = (w6 +y6) a1 + (6 — yo) az + (aze +c (26 + 3) cos B) X — by § + (4a) S1
(ZG+%) az c(z6+%)sin52
Bz = (x7 —y7) a1 + (z7 + y7) as + (ax7 + czrcos B) X+ byr § + czrsin Sz (4a) S1I
Z7as
Bia = (w7+yr)ar+ (27 —yr) as + (axr +c (27 + 5) cos B) X —byr § + (4a) STI
(Z7+%) as 6(27—1—%) sin 32
Bis = (73 —ys) a1+ (vs+ys) ag + (axs + czgcos ) X+ bys § + czgsin 32 (4a) S I
zZg as
By = (s +ys) a1 + (xg — ys) az + (aacg +ec (Zg + %) cosﬁ) X—bysy + (4a) S III
(z8+%) az C(Zg—f—%) sin 3z
By, = (xog —yo) a1 + (w9 + yo) as + (axg + czg cos B) X + byg § + cz9 sin B Z (4a) SIV
Z9 ag



Bis = (9 +yo) a1 + (z9 — yo) a2 + = (azg +c (29 + 5) cos B) X —byo § + (4a) S IV

(2’9+%) as 0(29+%)sin52
By = (z10 — y10) a1 + = (azx19+ czipcosfB) X+ by10y + cziposin Bz (4a) SV
(w10 + y10) a2 + 210 a3
Bz = (w10 + y10) a1 + = (az10 + ¢ (210 + 35) cos B) X —by10 ¥ + (4a) SV
(z10 — y10) A2 + (210 + 3) a3 c(z10+ 3)sin B2
B2:1 = (11 —y11) a1 + = (ax11 +cz11co8B) X+ by11§ +czi1sin Bz (4a) S VI
(r11 +y11) a2 + 211 a3
By, = (x11 +y11) a1 + = (aw11 +c (211 + 3) cosB) X — by § + (4a) S VI
(z11 —y11) a2 + (211 + 3) as c(z11+ 3)sinfBz
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