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A2B4C9_0P60.62_d_2cd_3c¢3d-001
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Prototype BisFeyOg

AFLOW prototype label A2B4C9_0P60_62_d_2cd_3¢3d-001
ICSD 186444

Pearson symbol oP60

Space group number 62

Space group symbol Pnma

AFLOW prototype command aflow --proto=A2B4C9_oP60_62_d_2cd_3c3d-001
—~params=a, b/a’ C/CL, T1,21,%2,22,X3,23,T4,24,T5,25,L6,Y6,26,L7,Y7, 27, T8, Y8, 28,
Z9,Y9, 29, X10, Y10, 210

e This is the high pressure phase of BisFe Og, using data taken by (Friedrich, 2012) at 9.4GPa. Below 6.89GPa it
transforms to the low pressure BisFe,Og structure.

Simple Orthorhombic primitive vectors
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a; = ax
az = by
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = x1a1—|—ia2—|—z1a3 = amlfc—kiby—kczli (4¢) Fe I
B, = 7(1,17%) a1+%a2+ = fa(xlf%)chr%berc(zlJr%)i (4c) Fel
(47 ) 2
B; = —x1a; + %ag — 21 a3 = —ax1 X+ %by —cn 2 (4c) Fel
By, = (xl—l—%)al—l—iag—(zl—%)ag = a(xl—l—%)fc—l—%by—c(zl—%)i (4c) Fel
B = m2a1—|—%a2—|—22a3 = angc—kib}?—kczgi (4¢) Fe 11
Bg = —(xz—%) a1+%a2+ = —a(xg—%)i—i—%by—i—c(@—f—%)i (4¢) Fe I1
(22 +3) as
B = —xoag + %ag — 29 a3 = —axo X + %by —czZ (4c) Fe II
Bsg = (a:2—|—%)a1—|—ia2—(z —%)ag = a(xg—l—%)fc—kiby—c(z —%)Z (4c) Fe 11
By = x3a1+%a2+23a3 = angchibercz:j,i (4c) (0N
Bio = —(z3—3) ar+3as+ = —a(z3—3) %+ 3by+c(z+3)2 (4c) Ol1I
(23 +3) as
Bi1 = —x3a; + %ag — 23 a3 = —ax3X + %by —c23% (4c) OI1
B = (x3+%)a1+ia2—(z3—%)a3 = a(xg—l—%)&—kiby—c(zg—%)i (4¢) OI1I
Bz = m4a1+%a2+z4a3 = ax45(+%by+cz42 (4¢) O1II
By = —(za—3) ar+3ar+ = —a(zs—3) X+ 3by+c(mu+3)2 (4c) on
(z4 + %) as
Bis = —x4a; + %az — Z4a3 = —azry X + %by — 247 (4c) on
Big = (m4+%)a1—|—%a2—(z —%)ag = a(u—k%)i—kiby—c(z —%)Z (4¢) O1II
By = Tsag + iag + z5 a3 = axs X + iby + cz5 Z (4¢) O III
Bis = —(zs—3) a1+ 3as+ = —a(zs—3) X+ 3by+c(z+3)2 (4c) O III
(25 + %) as
By = —w5a; 4+ 3 a; — z5a3 = —azs X+ 3b§ — cz5 2 (4c) O III
By = (:z:5+%) a1+ia27(z5f%) az = a(x5+%)5<+%byfc(25f%)2 (4c) O III
By, = Teay + Y az + 26 as = axe X+ bysy + cz¢ Z (8d) Bil
By = —(xg—%) a; — ygas + = —a(x(;—%)f(—by@y—l—c(z(j—i—%)i (8d) Bil
(zg + %) as
Bys = —zga1 + (ys + 3) a2 — 26 a3 = —azg X +b(ys + 3) § — cz6 2 (8d) Bil
Bas = (zo+d)ai—(ys—2)a— = a(zs+i)%—blye—2)y—c(z—3)2 (8d) Bil
(26 — 3) as
By = —ZTgal —YsA2 — 26 A3 = —argX —bys y — cz6 2 (8d) Bil
Bos = (xg—l—%) al—l—ygag—(ze,—%) ag = a(x(;—&—%) i+by6y—c(z6—%) Z (8d) Bil
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Bss = (1710 + %) a; +ypaz — = a (5610 + %) X+byoy—c (210 - %) z (8d) O VI
(210 = 3) as

Bso = zioar— (yi0—3) a2+ 21083 = az10X — b (yio — 3) § + cz102 (8d) O VI
Beo = —(r0—3) a1+ (yo+3) aa+ = —a(zi0—3) X+b(yio+3) y+ (8d) O VI
0+ 1) HE
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