Edgarite (FeNbgSg) P63 Structure:
AB3C6_hP20 173 b _a2b 2¢-001
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Prototype FeNbsSg

AFLOW prototype label AB3C6_hP20_173_b_a2b_2¢-001
Mineral name edgarite

ICSD 230540

CCDC 2037169

Pearson symbol hP20

Space group number 173

Space group symbol P63
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AFLOW prototype command aflow --proto=AB3C6_hP20_173_b_a2b_2c-001
—~params=a, C/a7 Z1,%2,23,24,T5,Y5, 25, X6, Y6, 26

Other compounds with this structure
CI‘NbQSg

e The name Edgarite is also given to the FeNb3Sg structure in space group P6322 #182, for which we use CoNb3Sg as the
prototype.

e (Bindi, 2018) attributes this discrepancy to the difference between natural and synthetic edgarite, although in the
original discovery paper for the mineral (Barkov, 2000) say that “The space group is most probably P6322.” The ICSD
lists many more structures in the P6322 structure than it does in the P63 structure.
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = z1 as = cz21 Z (2a) Nb I
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c (z5 + 5) Z
Bis = ysai— (w5 —ys) act+(z5+3) a3 = ga(—x5+2ys) X— ?axs y+c(z+3)2 (6c) SI
Bis = (x5—1ys5) aitas a2—|—(Z5 + %) az = %a (225 —ys5) X+ ga% y+c (25 + %) Z (6¢) SI
Bis = Tear + Ye az + 26 a3 = la(ws+ys) X— @a(%‘ —Y6) § + c26 2 (6¢) S1I
Big = —ysa; + (6 — yYs) a2 + 26 a3 = ta(wg — 2ys) X+ @ax(; ¥+ czZ (6¢) S1I
Bir = —(x6 —ys) a1 — Tgay + 2z as = —3a(2z6 — ys) X — @ayg ¥ + cz6 Z (6¢) S1I
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Blg = —TgaAl — Yp A2 + (26 + %) as = (176 + yg) % (136 — y6) y + (GC) S1II
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