Ambient pressure BisFesOg Structure:
A2B4C9_oP30.55_h_fg_aghi-001
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Prototype BisFeyOg

AFLOW prototype label A2B4C9_0P30.55_h_fg_aghi-001
ICSD 186440

CCDC 1695605

Pearson symbol oP30

Space group number 55

Space group symbol Pbam

AFLOW prototype command aflow --proto=A2B4C9_oP30_55_h_fg_aghi-001
—~params=a, b/a7 C/av 22,X3,Y3,T4,Y4,T5,Ys5,T6, Y6, L7, Y7, 27

e This is the low pressure phase of BisFe Og, using data take by (Friedrich, 2012) at ambient pressure. Above 6.89 GPa it
transforms to the high pressure BisFe,Og structurel
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Simple Orthorhombic primitive vectors

alaEaB
a; = axX
as = by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) o1
B, = %a1+%a2 = %af(—&-%by (2a) (0N
B; = 3as + 22 a3 = by + ez (4f) Fe I
B, = %al — 29 a3 = %afc—czzi (4f) Fel
By = %32 — 29 a3 = %by —c20 2 (4f) Fel
Bg = %al—i—zgag = 1GX+CZQZ (4f) Fel
B = r3a; + ysas = arzX + bysy (4g) Fe II
Bg = —r3a; —y3as = —ax3X —bys§y (4g) Fe II
By = —(zs—3) ar+ (y3+3) a = —a(zs—3)%x+b(ys+3) ¥ (4g) Fe 1T
Bio (!L‘g + 5) a; — (y — %) as = a (acg + 5) —b (yg — 7) y (4g) Fe II
B = Tgay + ygas = ars X+ by, y (4g) O1II
B, = —x4a; — Y4 Qs = —axsX —bys ¥y (4g) O1II
Bz = —(za—3) ar+ (ya+3) as = —a(zs—3)X+b(ys+3) 9 (4g) oI
B =  (mtDa-(u-ba - oot )R- bls— 1) 7 a)  on
By = Tsa + ysag + %ag = ars X+ bysy + L 5C% (4h) Bil
Bis —x5a; — Y5 as + la3 = —arsX — bys ¥ + lci (4h) Bil
By = ({E5—*)al+(y5+ )a2—|— = a(x5—7)x+b(y5+ )y—i—%ci (4h) Bil
3 a3
Bis = (a:5+%)a1—(y5—%)a2+%a3 = a(a:5+l)x—b(y5—f)y+% (4h) Bil
By = Tgal + ygas + % as = axgX + byg ¥ + c Z (4h) O III
By = —Tga; — Ygas + = 5 a3 = —axgX —bys ¥ + fcz (4h) O III
By = (xﬁ—l)a1+(y6+ 3)ar+ = —a(ze—35) X+b(ys+3) § + 5¢2 (4h) O III
3 a3
Bz = (z6+3)ai—(ys—3) actiaz = a(ze+3)%x—bys—3) §+3cz (4h) O III
Bos = r7ay + yras + z7as = ax7 X +by: ¥ + cz7 Z (8i) o1V
By = —x7a; —yras + z7as = —ax7 X —byr ¥ +c2r Z (81) o1V
Bos = (a:7—7) a1—|—(y7—|— ) a,— = (x7—f) x—|—b(y7+ ) y—czi (81) o1V
Z7as
Bog = (m—l—%) al—(y7—%) as—zrag = a(:r7+%))‘<—b(y7—%)y—0272 (8i) (ONAY



Bar = —z7a; —yrag — z7ag = —ar7X —byry —czr2 (81) O1v
Bos = r7ay + yras — z7as = ax7 X +by: ¥y — cz7 Z (8i) o1V
Boy = (aw—i—%) al—(y7—%) ast+zrag = a(m—&—%) &—b(m—%) V+ezriz (8i) o1V
B3y = —(m—%) a1—|—(y7—|—%) a+ = —a(m—%)k—kb(m—&—%)y—&—czvi (81) o1V

Z7as
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