Nierite (@-SigNy) Structure:
A4B3 hP28 159 abh2c 2¢-001

This structure originally had the label A4B3_hP28_159_ab2c_2c. Calls to that address will be redirected here.
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Prototype Ny4Si3

AFLOW prototype label A4B3_hP28_159_ab2c_2c-001
Mineral name nierite

ICSD 79797

Pearson symbol hP28

Space group number 159

Space group symbol P3lc


http://dx.doi.org/10.1016/j.commatsci.2018.10.043
https://aflow.org/p/9UA2
https://aflow.org/p/A4B3_hP28_159_ab2c_2c-001

AFLOW prototype command

aflow --proto=A4B3_hP28_159_ab2c_2c¢-001

——para.ms=a,c/a,zl, 22,T3,Y3,23,T4,Y4,24,T5,Y5, 25, L6, Y6, 26

e Nierite can also be found as hexagonal 5-SigNy.

e The data for this structure was taken at 300K.

Trigonal (Hexagonal) primitive vectors

a3

a2
al
a; = %af{ — ?ay
ag = %a}“{ + @ay
ag = cZz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 21 a3 = c21 Z (2a) NI
B, = (21 + %) as = (21 + l) (2a) NI
B; = za;+ 2as+ 2 a3 = sa —&—fay—i—czQz (2b) NII
By, = %a1+%a2+(22+%) as = %axf%ay+c(22+§)2 (2b) NII
B = rza; +ysag + z3 a3 =  la(zs+ys) k- @ (r3 —y3) ¥ +c232 (6¢) N III
Bs —yzay + (r3 —y3) az + z3 a3 = sa(zs —2ys) X+ \f(w:sy +c23% (6¢) NIII
By = —(x3 —y3) a1 — x3ay + zz a3 = —3a(2z3 —y3) X — iayg ¥y +cz3% (6¢) N III
Bs = ysar +azas + (23 + 3) as = la(zs+ys) X+ @ (r3 —y3) ¥ + (6¢) N IIT
c (23 + %) z
By = (z3—y3) ai—ysas+(zs+3)as = sa(zs—2ys)%— @axgy +c(3+3) 2 (6¢) N III
B = —rga; — (r3 —y3) as + = —%a (2x3 —ys3) X+ ‘[ayg v+ec (23 + ) (6¢) N III
(23 +3)a
Bi1 = Tgaa1r +Ysaz +24a3 = %a($4+y4) X — §G($4 —ya) ¥+l (6¢) N1V
Bz = —ysa; + (4 —ys) a2 + 24 a3 = % (x4 —2y4) X+ ﬁamy +czy 2 (6¢) NIV
Biz = — (x4 —y4) a1 — x589 + 243 = —3a (24 —ys) X — iay4 Yy +cz4Z (6¢) NIV
Buis = ysai +xgag + (24 + %) as = %a (x4 +ya) X ia (xg—ys) ¥+ (6¢) NIV
c (24 + ;) z
Bis = (z4—y1) ai—yaas+(zs+3) as ta(zg —2ys) X — ﬁamf’ +c(za+3) 2 (6¢) N1V
Bis = —xga; — (x4 —yq) a2 + = % (2x4 —yq) X+ ‘fay4y +c (24 + ) (6¢) NIV
(1) g
By = x5a; + ysag + 25 a3 =  la(zs+ys) k- @a(% —ys) ¥+ cz5 2 (6¢) Sil
Bis = —ysai+ (z5 —ys) aa+ 2583 = Ta(zs — 2u5) % + Laws § + cz5 2 (6c) Sil
Big = —(25-ys)ar—z5a2+2523 = —3a(2x5 —y5) X — §Gy5$’ +cz5 2 (6¢) Sil
Bao = ysay +xsax + (25 + 1) as = ta(zs +ys) X+ ga (x5 —ys) ¥ + (6¢) Sil
c (25 + %) z
Bai = (w5—ys) ai—ysaxt(2s+3)as = Lal(es—25) % — Larsy+c(z+1)2 (6¢) Sil


https://aflow.org/p/A4B3_hP14_176_ch_h-001

B2 = —z5a; — (r5 — y5) az + = —la(2ws—ys) X+ LPaysy+c(zm+ 1) 2 (6¢) Sil

(25 +3) a3
Baz = Tgay + yg as + 2g as = %a(mﬁ +ys) X — @a(a@ﬁ —ys) ¥+ cz6 2 (6¢) SiII
Boy = —ysa; + (s — Ys) a2 + 26 a3 = sa(wg — 2ys) X + @a% ¥+ cz6Z (6c) SiII
Bos = —(x6 —ys) a1 — g ag + zg as = —%a (226 — yg) X — @ayg y+czeZ (6¢) Sill
B = Yo a1 + Teaz + (ZG + %) as = %a (76 +ys) X + ?a (r6 —ys) ¥ + (6¢) Si Il
¢z + %) Z
Byr = (w6—ys) ai—ysaz+(z6+3) a3 = sa(we—2ys) X — @axﬁjf +c(z+3) 2 (6¢) Sill
Bos = —rga; — (6 — yg) az + = —la(2z6—ye) X+ @aye y+c(z+3)2 (6¢) Sill
(26 + 3) a3
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