Ruy1Bg Structure:
A8B11_0P38_55_3gh_b2¢3h-001

This structure previously used the label(s) A8B11_0P38_55_g3h_a3g2h. Calls to these addresses will be redirected here.

Cite this page as:
e H. Eckert, S. Divilov, M. J. Mehl, D. Hicks, A. C. Zettel, M. Esters, X. Campilongo, and S. Curtarolo, The AFLOW Library of
Crystallographic Prototypes: Part 4, Comput. Mater. Sci. 240, 112988 (2024), doi: |10.1016/j.commatsci.2024.112988.

e D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of Crystallographic
Prototypes: Part 3, Comput. Mater. Sci. 199, 110450 (2021), doi: |10.1016/j.commatsci.2021.110450.

https://aflow.org/prototype-encyclopedia/6FNW

https://aflow.org/prototype-encyclopedia/A8B11_0P38_55_3gh_b2g3h-001

B
Ru
¥
a
b [ sdaesDLGe
03
c
Prototype BgRui1
AFLOW prototype label A8B11_0P38_55_3gh_b2g3h-001
ICSD 43663
CCDC 1613136
Pearson symbol oP38
Space group number 55
Space group symbol Pbam

AFLOW prototype command  aflow --proto=A8B11_oP38_55_3gh_b2g3h-001
“Params:a,b/%c/a,xmy273337y3,334vy4,335,y5,$6,ZJ6,$77Z/7,$87ys,$97997$107y10
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Simple Orthorhombic primitive vectors
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az = by
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 1ag = icz (2b) Rul
B, = faj+iar+iag = taX+ by + 3c2 (2b) Rul
Bs = ZToay + Yo ag = ars X+ bys ¥ (4g) BI
By = —T2a; — Y2 a2 = —ar2X —by2 ¥y (4g) B1
Bs = — (22— %) ar+ (y2 + 3) a = —a(wy—3) X+b(y2+3)¥ (4g) BI
Be = (562 + 5) a; — (yz - %) az = a (362 + 5) —b (:Uz - *) y (4g) B1
Br = r3a; + Y3 az = arzX + bys y (4g) Bl
Bs = —x3a; — Y3 as = —arsX —bysy (4g) BII
Be = —(m—-a+(pst+i)a = —a(rs—3) XK+b(ys+3) § (4g) B II
B = (mtda-(m-dm - a(@s+3) 2=bls—1) ¥ @ B
By = T4ay + ygas = ary X+ by, y (4g) B III
B, = —x4a; — Ygas = —arsX —bysy (4g) B III
Bis —(za—2)ar+ (ya+3) a = —a(zg—3)X+b(ys+3) ¥ (4g) B III
By = (za+ 1) ar— (ya—1) a = a(za+3)x—blya—3) 9 (4g) B III
Bis = x5 a1 + ys az = ars X + bys ¥ (4g) Ru II
Big = —x5a; — Y5 as = —azxrsX —bys ¥ (4g) Ru II
B~ — (w5 —2) a1+ (ys + 1) a2 = —a(zs—3)X+b(ys+3) § (4g) Ru II
Bis = (5 +3) a1 — (y5 — 3) a = afrs+3)%—blys—3) ¥ (4g) Rul
Bio Tea + Ye as = axgX + by ¥ (4g) Ru III
B2 = —Te a1 — Ye A2 = —azeX —bys ¥ (4g) Ru IIT
Bo; (CL‘G — l) a; + (y6 + ) = (xﬁ — f) X+b (y6 + ) (4g) Ru III
Bs: = (w6 +3) a1 — (yo — 3) a2 = a(vs+3) X—b(ys—3) ¥ (4g) Ru IIT
Bos = x7a; +yras + %ag = azrX+byr ¥ + ez (4h) B1vV
Boy = —z7a; —yraz+ 3 a = —az7 X —byr§ + icz (4h) B IV
Bas = —(z7—3) a1+(y7—|— )32+ = a(zr—35) X+b(yr+35) ¥+ 5¢2 (4h) B1V
lay
B = (x7+%)af(y7f%)a2+%a3 = a(zr+3)%x—b(yr—3) §+3cz (4h) B IV
Bor = zgal + ysas + 3 as = azsX +bys § + 1c2 (4h) Ru IV
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