BisNbsO15 Structure:
AbSB3C15 0P46 _30_a2c¢_be_a7c-001

This structure originally had the label ABB3C15_0P46_30_a2c_bc_a7c. Calls to that address will be redirected here.

Cite this page as: D. Hicks, M. J. Mehl, E. Gossett, C. Toher, O. Levy, R. M. Hanson, G. Hart, and S. Curtarolo, The AFLOW Library
of Crystallographic Prototypes: Part 2, Comput. Mater. Sci. 161, S1 (2019). doi: [10.1016/j.commatsci.2018.10.043

https://aflow.org/p/ABTT
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Prototype Bi5sO15Nbg

AFLOW prototype label A5B3C15_0P46_30_a2c_bc_a7c-001
ICSD 245707

Pearson symbol oP46

Space group number 30

Space group symbol Pnc2

AFLOW prototype command  aflow --proto=A5B3C15_oP46_30_a2c_bc_a7c-001
—Tparams=a, b/a‘7 C/a7 21522523, T4, Y4, 24, T5,Y5, 25, L6, Y6, 265, L7, Y7, 27, L8, Y8, 28, L9, Y9,
29,2105 Y10, 2105 L11, Y11, 211, 12, Y12, 212, L13, Y13, 213

e Our previous rendition (Hicks, 2019) of this structure had multiple errors in the CIF. We have corrected these here.

e Space group Pnc2 #30 allows an arbitrary choice for the origin of the z-axis. We fix it here by setting z; = 1/2.
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Lattice
coordinates

z1 a3
sas+ (21 +3) as
%243
bt (e + )
%al—i—zgag
sar+zay+ (234 3) a3
Tqar +Ysag +24a3
—Tga1 —Ysaz +z4a3
$4al—(y4 - %) az+(24+%) ag
—T4a; + (y4+%) ag +
(z1+3) as
Tsap +Ysaz + 25 as
—Tsair — Ysaz + 25 a3
wsa1—(ys — 3) az+ (25 + 3) a
—Tsap + (y5—|—%) ag +
(2 +3) as
Teay + Yo az + 26 a3
—Te a1 — Yo A2 1 26 A3
zear— (y6 — 3) a2+ (26 + 3) a3
—zear + (Yo + 3) a2 +
(26 + 3) as
T7ap +Yyraz + z7ag
—T7a; —yraz + zrag
33731—(317— %) a2—|—(z7+%) ag
—T7a; + (y7+%) as +
(2 +3) as
Tgay +Ysag + zgas
—Tga; —Ygaz + zgas
rsar—(ys — 3) a2+ (2 + 3) a3
—Tga + (y8+%) as +
(2 +3) as
Toay + Ygag + 29 as
—Tgay — Ygaz + 29 ag
zoa;—(yo — 3) az+ (20 + 3) a3
—zoar + (Yo + 3) az +
(20 +3) a3
Zi0 a1 + Y10 a2 + 210 a3
—ZTipa1 — Y10 a2 + 210 A3

Tipar — (ylo - %) ag +
(210 + 3) a3

Cartesian
coordinates

c21Z
%by—i—c(zl—i—%) Z
c29 Z
%by—i-c(zQ—i—%) Z
%ai—l—cz:;i
%ai—&—%by—&—c(z'g—ké) Z
ars X +bysy + cz4
—ara X —bysy + cz24 Z
amfc—b(y;;—%) S’+c(z4+%) Z
—ax4§<—|—b(y4+%) y+c(24—|—%) Z

arsX +bysy +cz52

—ars X —bysy + cz5 Z
ax5§<—b(y —%) y+c(z5+%) Z
—arsX+b(ys+3) §+c(zs+3) 2

argX +bys ¥ +cz 2
—argX — bys ¥ + cz6 Z
argX—b(ys—3) §+c(z+3) 2
—areX+b(ys+3) ¥+c(z6+3) 2

ax7X+by: y+cz72

—ax7X —byr ¥ +cz72
arrk—b(yr—3) §+c(zr+3) 2
—ax7§c+b(y7+%) y+c(27+%) z

argX +bysy +czg2

—axsX —bys § +czs2
axg)“c—b(yg—%) y+c(es+3)2
—arsX+b(ys+3) y+c(s+3) 2

axgX +byoy +czo

—argX —bygy + cz9 2
avgX—b(yo—3) §+c(zo+1)2
—axgic—i-b(yg—l—%) y+c(29+%) z

ar10X +by10 ¥ + cz102
—az10X —by1o ¥ +cz102

ar1oX —b(yio—3) F+c(zi0+ 1) 2
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B3y = —z10a1 + (Y10 + 5) az + = —arX+b(yo+35) §+e(zo+s)2 (4c) ov
(210 + 3) a3

Bss = ZTi1a; +yi1az + 211 a3 = az1 X + by ¥ + ce11 2 (4c) OV
B3g = —Z11841 — Y11 a3 + 211 a3 = —arx11 X —by11y +cz11 2 (46) O VI
Bsr = znar — (Y1 —3) as + = ar X —b(yn —3) y+elon +3) 2 (4c) O VI
1
(2'11 + 5) as
Bss = —zia; + (yll + %) az + = —ar; X +b (yll + %) y+e (’211 + %) z (4c) O VI
(2114 3) as
By = Tiz A1 + Y12 a2 + 212 a3 = ariaX +by12 ¥ + cz122 (4c) o v
By = —Tri12a; — Y12z + 21283 = —ar12X —by12y + 2122 (4c) O VII
Bua = z12a; — (Y12 — 5) az + = ar12X = b (y12 = 3) ¥+ (a2 +3) 2 (4c) O Vil
1
(s12+ 3) a3
By = —z1pa1 + (y12 + 5) az + = —ar12X+b(yi2+3) §+c(z2+3) 2 (4c) o vl
(212 +3) a3
Bys = Ti3a1 + Y1382 + z13a3 = ar13 X +by13 ¥ + c213 2 (4c) O VI
By = —T13a1 — Y132 + 213 a3 = —ar13X — by13 ¥ + cz132 (4c) O VIII
By = ziza; — (yi3 — 3) as + = arizX —b(y1s —3) ¥+ (a3 +3) 2 (4c) O VI
1
(213 +3) a3
Bss = —x13a1 + (yls + %) az + = —ar13X+b (y13 + %) y+e (213 + %) z (4c) O VIl

(s1a+ ) 2
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