Ambient pressure BisFesOg Structure:
A2B4C9_oP30_55_h_fg_aghi-001
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Prototype BisFe Og

AFLOW prototype label A2B4C9_0P30_55_h_fg_aghi-001
ICSD 186440

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/a7 22,X3,Y3,T4,Y4,T5,Y5,T6,Y6, L7, Y7, 27

e This is the low pressure phase of BisFesOg, using data take by (Friedrich, 2012) at ambient pressure. Above 6.89 GPa it
transforms to the high 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, = 0 = 0 (2a) o1
B, %al—i-%ag = %aﬁ—&—%by (2a) 01
B; = la)+ 2 ay = by + i (4f) Fel
B, = %al — 29 a3 = %afifcz'gi (4f) Fel
By = % ap — 2o as = %by —c29 2 (4f) Fel
Bs sai+ 2243 = saX+ czy 2 (4f) Fe I
B = r3a; + ysas = arzX + bysy (4g) Fe II
Bs = —x3a; — Y3 as = —ar3X —bysy (4g) Fe II
Bo = —(w3—3)ai+(y3+3)a = —a(z3—3) X+b(ys+3) 9 (4g) Fe II
Bio (333 + 5) a; — (y3 - %) as = a (.’Eg + 5) —-b (y3 — f) vy (4g) Fe II
B = Tgay + ygas = args X+ by, y (4g) O1II
B, = —x4a; — Y4 Qs = —axrsX —bys ¥y (4g) O1II
Bis = —(za—3)ar+ (ya+13) a = —a(zg—3)X+b(ys+3) ¥ (4g) oIl
L S Y A P oot )R- bls— 1) 7 4 on
Bis = Tsay + ysag + %213 = ars X +bysy + 1 5CZ (4h) Bil
B = —x5a; — Yysas + lag, = —arsX — bys ¥ + 102 (4h) Bil
By = (ws—l)a1+(y5+ )a2—|— = ($5—*)X+b(y5+ )S’-l—%cz (4h) Bil
333
Bis = (z5+3)ai—(ys—3)axtiay = azs+3)%x—b(ys—3) §+3cz (4h) Bil
By = Tgay + ygas + %ag = are X + bygy + % 5C% (4h) O III
By = —zTga; — ygas + % as = —azrgX —bygy + %ci (4h) O III
Ba1 =  —(z6—3) a1+(y6—|— 3)ar+ = —a(ze—3) X+b(ys+3) § + 5¢2 (4h) O III
lay
Bo = (ngr%)af(ygf%)ang%ag = a(zs+3) x—b(ys—3) §+3c2 (4h) O III
Bos = Tray + yras + z7as = axr7 X+ by ¥ + c27 (8i) o1V
B2y = —x7ay —yrag + 27 ag = —ar7X —byry +cz7 2 (81) OV
Bos = (z7—7) a1+(y7+%) ap— = —a(x7f%) i+b(y7+%) y—cziz (81) (ONAY
Z7as
By = (z7+3)ai—(yr—3) as—zraz = a(zr+3)&x—blyr— 1)y —cx2 (81) o1V
By = —x7a; —yras — z7as = —ar7 X —by; y —czr Z (81) o1V
Bos = T7a; + yrag — z7ag = ar7 X +by; ¥ — cz7 Z (81) o1V



By = (z7+3)ai—(y7—3) axtzrag = a(zr+3) XK—b(yr —3) §+car2 (81) O1v

Bsgo = —(z7—3)ar+(yr+3) a+ —a(zr—3) X+0b(yr+3) §+czri (8) o1V
Z7as
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