Cay1InShg Structure:
A11BC9 0I84 45 abc_a_bdc-001
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Prototype Cai1InSbhg

AFLOW prototype label A11BC9_0I84_45_abc_a_b4c-001
ICSD 42371

Pearson symbol ol84

Space group number 45

Space group symbol Iba2

AFLOW prototype command aflow --proto=A11BC9_oI84_45_abc_a_b4c-001
—~params=a, b/a, C/G,Zh2’2,237$4,y4,24,5557?/5725,966,y6726,$7,y772’77$8,ys,Zsng,yQ,
29,10, Y105 2105 L115 Y11, #2115 L12, Y12, 212

Other compounds with this structure
CallAISbg, CallGaSbg, EulllnSbg

e Space group Iba2 #45 allows an arbitrary placement of the z-axis origin. Here we chose it so that zg = 1/2 for the Sb-II
site.
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Body-centered Orthorhombic primitive vectors

a; f%af(Jr%b”qL%ci
as %a&—%by—k%ci
ag %ai—i—%by—%ci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B z1a; + 21 ag c2 7 (4a) Cal
B, (:1+3) a1+ (21 +3) a c(z14+13) 2 (4a) Cal
Bs Zg a1 + 2o A 20 Z (4a) InI
By (zz + %) a; + (2’2 + %) as c (Zg + %) Z (4a) InI
Bs (Zng%) al+23a2+%a3 %by+023z (4b) Sb 1
Bg zza; + (23 + %) as + %33 %ax + cz3% (4b) Sb I
B~ (ys + 2z4) a1 + (x4 + 24) Az + arys X +bysy +cz42 (8c) Ca II
(4 4+ ya) a3
Bs —(ys —z4) a1 — (x4 — 24) A — —ax X —bys ¥y +cz4 2 (8¢) Ca Il
(4 +ya) a3
By (—ya+za+3) a1+ argaX —bys§+c(za+ 1) 2 (8c) Ca Il
(za+z1+3) az + (24— ya) a3
Bio (ya+ 24+ 3) a1+ —aza X +bysy+c(zat3) 2 (8c) Ca Il
(—za+ 2+ 5) ag— (x4 — ya) a3
B1: (y5 + 25) a1 + (x5 + 25) a2 + ars X+ bys § + cz5 Z (8¢) Ca III
(x5 +ys) a3
Bio —(ys — 25) a1 — (5 — 25) a2 — —axsX — bys ¥ + cz5 2 (8¢) Ca III
(z5 +y5) a3
Bis (fy5 + z5 + %) a; + axsX —bysy +c¢ (25 + %) Z (8¢) Ca III
(x5 + 25+ 3) az + (x5 — ys5) a3
Bia (ys + 25+ 3) a1 + —azs % +bys ¥ +c (25 + 3) 2 (8¢) Ca III
(—$5 + 25+ %) ax— (75 —ys) a3
Bis (y6 + 2z6) a1 + (x + 26) az + argX +bysy + cz6 2 (8c) CalV
(z6 + o) a3
Big —(ys — 26) a1 — (x6 — 26) Az — —argX —bygy + czg 2 (8¢) Ca IV
(z6 + y6) a3
Bz (—ys +26+3) a1 + aze X —bys § + ¢ (26 + 3) 2 (8¢) CalV
(26 + 26 + 3) a2 + (z6 — ys) a3
Bis (yﬁ + 26 + %) a; + —azrgX +bygy +c (26 + %) Z (8¢) CalV
(=26 + 26+ 3) 22— (26 — o) a3
Bio (y7+ 27) a1 + (z7 + 27) a2 + ar7X + by ¥ + cz7 Z (8¢) CaV

(z7 +y7) a3



Bao

B21

B2

B3

Bas

Bas

B26

Bar

Bos

B29

Bs:

B32

B34

Bss

B36

Bsr

B38

B40

—(yr — 27) a1 — (z7 — 27) az —
(7 +y7) a3
(—y7 + z7 + %) a; +
(27 + 274 3) az + (z7 — y7) ag
(yr+ 20+ 5) a +
(—l‘7 +z7 + %) as—(x7 — y7) as
(ys + 28) a1 + (wg + 23) az +
(g + ys) a3
—(ys — 28) a1 — (xg — 23) Az —
(w8 +ys) a3
(—ys+28+3) a1+
(w8 + 28 + 5) ag + (v3 — ys) a3
(yg+28+%) a; +
(—968 + 28 + %) ax—(rg —ys) az
(yo + 29) a1 + (29 + 29) Az +
(w9 + o) a3
—(yo — 29) a1 — (z9 — 29) Az —
(9 + yo) a3
(—y9 + z9 + %) a; +
(2o + 20 + 3) az + (zo — yo) as
(y9—|—z9+%) a; +
(—969 + 29 + %) az—(z9 — yo) as
(y10 + 210) a1 + (z10 + 210) a2 +
(z10 + y10) a3
- (?110 - 210) a; —
(10 — 210) @2 — (10 + Y10) a3
(—ylo + 210 + %) a; +
(1710 + 210 + %) ag +
(5010 - ylo) ag
(910 + 210 + %) a; +
(—Im + 210 + %) az —
(5510 - y10) ag
(y11 + z11) a1 + (z11 + 211) a2 +
(z11 +y11) a3
- (yll - 211) a; —
(x11 — z11) @z — (z11 + y11) a3
(—yn + 211 + %) a; +
(3311 + 211 + %) az +
(In - y11) ag
(y11 + 211 + %) a; +
(—xll + 211 + %) az —
(5611 - yu) ag
(y12 + z12) a1 + (T12 + 212) az +
(12 +912) a3
- (y12 - 212) a; —
(z12 — 212) a2 — (12 + Y12) a3

—ax7X —byr ¥ +czr 2
avr X —byr§+c(er+ 1) 2
—azrX+byry+c(zr+3) 2

argX +bys ¥ +czg 2

—argX —bys y + cz5 Z
azgﬁ—bygy—&—c(zs—ké) Z
—azsX+bysy +c(2s+3) 2

axgX +byoy +cz92

—axgX —byg ¥ + cz9 2
azgX —byo ¥ +c (20 + 1) 2
—azgX +byg ¥ +c (20 + 3) 2

ax1gX +by10y + cz102

—az10X —by10 ¥ +cz102

arioX —byioy +c (20 +3) 2

—az10X +by10y + ¢ (210 + 5) 2

ar1 X +byn ¥ +cz1 2
—arn X —byn y +cz1 2

axufc—byny—l—c(zn + %) Z

—arn X +byny +c (211 + %) Z

ax12 X +by12y + cz122

—ar12X —by12§ +cz122

CaV

CaV

CaV

Ca VI

Ca VI

Ca VI

Ca VI

Sb II

Sb II

Sb 11

Sb II

Sb III

Sb III

Sb II1

Sb IIT

Sb IV

Sb IV

Sb IV

Sb IV

Sb Vv

Sb 'V



Bs = (*ylz + 212 + %) a; + = arizX —by12y +c (212 + %) z (8¢c) Sb 'V
(l’lz + 212 + %) az +

(r12 — y12) a3
By = (yi2+2z12+3) a1 +
(—£C12 + 212 + %) az —

(T12 — y12) a3

—axr12X+by12y +c¢ (212 + %) Z (8C) SbV
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