B-SigNy (Nierite) Structure:
A4B3 hP14 176 _ch h-001

This structure previously used the label(s) A4B3_hP14_176_ch_h. Calls to these addresses will be redirected here.
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Prototype N,4Sig

AFLOW prototype label A4B3_hP14_176_ch_h-001
Mineral name nierite

ICSD 79798

CCDC 1640033
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Pearson symbol hP14
Space group number 176
Space group symbol P63/m

AFLOW prototype command aflow --proto=A4B3_hP14_176_ch_h-001
__Params=a» C/av T2,Y2,T3,Y3

e (Forgeng, 1958) and (Grun, 1979) place this structure in space group P63 #173. That structure is nearly
indistinguishable from this one, as discussed on that page.

e SisNy also exists as (a-SigNy.

Hexagonal primitive vectors
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = taj+2ay+lag = lax+ %ay—i—ici (2¢) NI
B, = 2aj+iay+3ag = %a&—?ayﬁ—%cz (2c) NI
Bs; = Toal +yoas + S as = %a(xg—i-yg)fc—@ (:vg—y2)y+ (6h) N II
By = —yoar + (2 —yo) @z + L ay = la(zg —2ys) X+ \éga!UQ y+icz (6h) N II
B; = — (z2 — y2) al—xgag—&—iag = —%a(ng—yg) x—iay2y+4cz (6h) N II
Bs = —zpa1 — Y8z + 2 ag = —ja(zaty2) X+ ?a (T2 —y2) § + Gc2 (6h) NII
B, = yoay — (T2 — yo) a2+%a3 = %a( o + 2ys) fcfﬁaxgeraci (6h) NII
Bsg = (x2 —y2) a1 + z2 a2 + %ag = % (2z9 —y2) X + fayg v+ cz (6h) N II
By = z3a; +ysas + 1 as = ta(zs+ys) X — @a(ws —¥3) Y—&-Zci (6h) Sil
Bip = —yza; + (w3 — y3) az + j as = sa(ws —2y3) X + faxg v+ cz (6h) Sil
By, = — (73 —y3) a1 — w32 + %33 = —%a (2z3 —y3) X — %ayzy + ZCZ (6h) Sil
B2 = —z3a; —ysas + S ag = —la(zz+ys) X+ \ég (23 —y3) § + 3c2 (6h) Sil
Bz = ysa; — (x5 — y3) a2 + 5 ag = ta(—z3+2y3) X — §G$SY+502 (6h) Sil
Bis = (r3 —y3) a; + xzas + %ag = % (2z3 —y3) X+ ‘Qfayz;y + 5 3¢z (6h) Sil
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