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aflow —--proto=A2B2C3D10E2_oC76_37_d_d_cd_5d_d-001

——params=a,b/a,c/a, 21,X2,Y2,22,T3,Y3,23,T4,Y4,24,T5,Ys5,25,T6,Y6, 26, L7, Y7, 27, T8,
Ys, 28, L9, Y9, 29, L10, Y10, £10

e (Shamray, 2009) found some disorder in this crystal: the Bi (8d) site has 6% vacancies, the Cu (8d) site is actually 90%
copper and 9% bismuth, and the Sr (8d) site has 3% vacancies. It is not clear where the extra oxygens needed to control
the superconducting behavior are added to the crystal.

e (Shamray, 2009) give the structure in the A2aa setting of space group #37. We used FINDSYM to transform this to the

standard Cecc2 setting.

e Space group Cecc2 #37 is polar, and so does not fix the origin of the z-coordinate. We do this by setting z; = 0 for the Cu

(4c) site.

Base-centered Orthorhombic primitive vectors
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ag — cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = %ag—i—zlag %ai—i—iby—i—czli (4¢) Cul
B, = %al—k(zl—&—%) as iai—%by—&-c(zl—l—%)i (4c) Cul
B; = (1}2 — yg) a; + (xg + yg) as + aro X + byg Y +czoZ (Sd) Bil
Z2 as
By = —(z2—y2)ar—(z2+y2) az+ —ar2X —by2 § + c202 (8d) Bil
Z9 asg
Bs = (1‘2 + yg) a; + (1‘2 - yg) az + areX — by y +c¢ (2’2 + %) Z (8d) Bil
(22+3) as
Be = —(z2+y2)a—(xa—y2)as+ fax2>“<+by2y+c(22+%) Z (8d) Bil
(22+3) a3
B, = (x3 —y3) a1 + (x3 + y3) as + arsX +bysy +cz3Z (8d) Cal
zZ3ag
Bg = —(v3—y3)a —(v3+ys) ax+ —arzX —bysy +cz32 (8d) Cal
Z3as
By = (x3+ys) a1 + (23 — y3) as + arsX —bysy +c (23 + %) 2 (8d) Cal
(23 + %) as
Bio = —(v3+ys)a —(v3—ys3) az + —ax3X+bysy +c(z3+35) 2 (8d) Cal
(25 +3) a3
Bix = (T4 —ya) a1 + (24 +ya) a2 + ars X +bysy +c242 (8d) Cull
Z4 A3
Biz = —(z4—w4) a1 — (z4+ys) az+ —axs X —bys ¥+ cz4 2 (8d) Cull
Z4 A3
Bz = (x4 +ys) a1 + (v4 — ya) az + axs X —bys ¥y +c (24 + %) Z (8d) Cu Il
(24 + %) as
Bis = —(v4a+ys)ar— (v4—ys) az+ —azsX+bysy+c(za+3) 2 (8d) Cull
(21 +3) 23
Bis = (25— ys5) a1+ (5 +ys5) ag + ars X + bys ¥ + cz5 Z (8d) 01
25 as
Big = —(v5—ys)ar—(z5+ys) az + —ars X —bys ¥ + cz5 2 (8d) OlI
Z5 a3
By = (w5 +ys) a1 + (5 — ys) az + arsX —bys §+c (25 + 1) 2 (8d) Ol
(25 +3) a3
Bis = —(v5+ys)a— (5 —ys) a + —azsX+bys§ +c (25 + 3) 2 (8d) OI
(154 1) 2
Blg = (1‘6 — yg) aj —+ (.Tﬁ “+ y6) ag + ale )A( —+ by6 y —+ CZg Z (Sd) O II
Zg A3
B2o = — (76 —ys) a1 — (z6 +ys) a2 + —ax¢X —byey +cz62 (8d) 01l
Z6 a3
B = % Y g
21 = (J)ﬁ-i-yﬁ) a1+(x6—y6) as + axﬁx—by6y+c(26—|—2)z (8d) O1II
(26 +3) 23
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fax6ﬁ+by6y+c(z6+%) Z
ax7X+byr ¥ +cz72
—ax7X — by ¥ +czr 2

avr X —byr§+c(er+ 1) 2

—azrX+byr §+c (a7 +3) 2
argX +bys § +czg2
—argX —bysy + c282

arsX —bys§ +c(2s + 1) 2

—azsX+bysy +c(zs+3) 2
argX +byo§ + cz92
—argX — byg y + c29 Z

aargfc—bygy—&—c(zg—ké) Z

—azgX+bys ¥ +c (20 + 3) 2
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