Dugganite (PbsZnsTeAsyOq4) Structure:
A2B14C3DE3_hP23_150_d_d2g_e_a_{-001
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Prototype As5014PbsTeZng

AFLOW prototype label A2B14C3DE3_hP23_150_d_d2g_e_a_{-001
Mineral name dugganite

ICSD 85574

CCDC 1645498
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Pearson symbol hP23

Space group number 150

Space group symbol P321

AFLOW prototype command aflow --proto=A2B14C3DE3_hP23_150_d_d2g_e_a_£f-001

—~params=a, C/av 22,23, X4,T5,T6,Y6,26, L7, Y7, 27

Other compounds with this structure
Ba3003P2T6014, CangGa;),SigO147 CagGagGe4014 (langasite)7 LagGa4(Ga, Si)QGa014, LagGag)SiOM, PbgMH3P2T6014, Ba3T6003P2(
Pb3T6C03P2014, Pb3T6003V2014

e Some authors use langasite, CazGasGe 014 or LazGay(Ga,Si)4014, as the prototype for this structure, however in
langasite the (1a) and (3f) Wyckoff positions are a mixture of gallium and germanium atoms (Dudka, 2013). None of the
Wyckoff positions in dugganite are disordered, so we use it as the prototype.

Trigonal (Hexagonal) primitive vectors

a1y’
a; = 1a%-— @ay
as = %afc + @ay
ag = cZz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (1a) Tel
B, = %al+§az+2283 %afc—&—%ay—i—czQi (2d) As 1
B; = 2a;+ta; —2a3 %ai—%ay—czgi (2d) AsT
B, = laj+2a,+ 243 lagk+Bay + ez (2d) 01
Bs = %al+%32—2333 %ai—%ay—czgi (2d) OI
Bg = T4a1 %am X — @am v (3e) Pb1
B, = T4 as %am X+ @am vy (3e) Pb1
Bg = —T4a; — Ty4as —ary X (3e) Pb1
By = Tsa; + % as %axg, X — ?axg) v+ %ci (3f) Zn 1
Bio = Tsag + %ag %ax55c+ @aagy—i— %ci (3f) Zn 1
B,y = —Tsa; — Tsas + % as —axs X + %ci (3f) Zn 1
B2 = xga + ys ag + 26 a3 1a(zg+ye) X — @a(aeﬁ — 1Y) ¥ + cz6 2 (6g) oI
Bz = —ys a1 + (6 — ys) a2 + 26 as %a (z6 — 2yg) X + @amﬁ ¥ +czz (6g) oIl
B4y = — (z6 — ys) a1 — xg Az + 26 a3 —%a (226 —ys) X — ?ayﬁy—i—c%i (6g) O1II
Bis = Y6 a1 + Tgay — 2g as %a(scg +ys) X+ @a(arﬁ —ye) ¥ —C262 (6g) O1II
B = (6 — Ys) a1 — Yo A2 — 26 A3 %a (z6 — 2y6) X — gaxf; y—czi (6g) OlII
By = —zga; — (Tg — Ys) a2 — 2 as —5a(2x6 —ys) X + @aygy —c2 2 (6g) O1II
Bis = T7a; + yras + 27 as %a (x7 +y7) X — ?a (x7 —y7) §+czr 2 (6g) O III



V3

By = —yray + (v7 — yr7) a2 + 27 ag = %a (r7 —2y7) X+ Sawry +cer (6g) O III

B2 = —(v7—y7)ar—zraz+27a3 = —la Qs —yr) & — Lay; § + czr 2 (6g) O 111

By = yray + x7as — 27 ag = la(zr+yr) X+ ?a (x7 —y7) § — c27 2 (6g) O III

Bay = (x7 —y7) a1 —yras — zr ag = sa (w7 —2y7) X — @am y—czrZ (6g) O III

Baz =  —wra; —(v7—yr) ag —zra3 = —3a 2z —y7) X+ §Gy75’ —czrZ (6g) O I
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