Phenakite (BeoSiOy, S13) Structure:
A2B4C hR42 148 2t 4f £-001

This structure originally had the label A2B4C_hR42_148_2f 4f f. Calls to that address will be redirected here.
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Prototype Be;048Si

AFLOW prototype label A2B4C_hR42_148_2f 4f £-001
Strukturbericht designation Sls

Mineral name phenakite

ICSD 202275

Pearson symbol hR42


http://dx.doi.org/10.1016/j.commatsci.2018.10.043
https://aflow.org/p/BQNX
https://aflow.org/p/A2B4C_hR42_148_2f_4f_f-001

Space group number 148
Space group symbol R3

AFLOW prototype command aflow --proto=A2B4C_hR42_148_2f_4f_ £f-001
—~params=a, C/a7 T1,Y1,%21,T2,Y2,22,T3,Y3,23,T4,Y4,24,T5,Y5,25, L6, Y6, 26, L7, Y7, 27

Other compounds with this structure
LiZnPOy, ZnySiO4 (willemite), (Zn, Mn)2SiO4 (troostite)

Rhombohedral primitive vectors

a; = %af( % y—i—%ci
az = % 5’-&-% Z
ag = —lagk— Bay+lea
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B1 = r1a; + Yy as + z1as = %a(xl—zl) i—%ga(xl—2y1+zl)y+ (Gf) Bel
%c(ml +y1+21) 2
B, = zia; +x1az + Y1 as = —%a(yl—21)X+\f‘1(2$1—y1—21)}’+ (6f) Bel
%c(a:l +y1+21) Z
Bs = yirar +ziaz +xias = *%a(flfyl)f(*%a(fl +y1—221) ¥+ (6f) Bel
sc@+y+2)2
By = —ri1a; —yiaz —z1a3 = —sa(z1—2z) 5<+fa($1 —2y1+21) ¥ — (6f) Bel
(@1 4y +21) 2
Bs = —z1a; —r1az — Y a3 = sa(y1—21) X — %0(2501 —y1—21) ¥ — (6f) Be I
%C(xl +y1 +21) 2
Bs = —y1a; — 218y — T a3 = la(m—y) %+ La(z+y —22) - (6f) Bel
(@1 4+y+21) 2
B7 = T2 aj + Y2 ao —+ Z2 as = %a (.ZEQ — 22) )A( \/Tga, ($2 — 2y2 —+ 22) S’ + (6f) Be II
%C(IEQ +y2 + 22) 2
Bs = Zzar + 228z + Y283 = —3a(y2 —z) X+ %a(25€2—y2—22) y+ (6f) Be II
sc(za+y2+22) 2
By = Y2 a1 + 22 a2 + T2 a3 = —%a(xg— g)x—éa(xg—t—yg—?zy)y—&— (61) Be II
%C(Iz + Y2+ 22) 2
Blg = —T2a] — Y282 — 2243 = —éa (1’2 — 22) X+ ?a ((EQ — 2:[/2 + 22) y— (6f) Be II
tc(we+yo+22) 2
B11 = —Z2d1 —Xga — Yz as = %a (yg — 2’2) X — ‘éga (2.132 — Y2 — 2’2) S’ — (6f) Be 11
%C(l‘g +yo2 + 29) Z
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Bis = rza; +ysaz + zz3a3 =  ga(rs—23) X — \éga( 3—2ys+23) ¥+ (6f) 01
sc(z3+ys+ 23) 2
B14 = zZza) +rzaz + ysas = 7%@ (yg - Zg) X+ %CL (21‘3 — Yz — 23) y+ (Gf) Ol

%C(xzs + Y3 + 23) 2
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B3y = Yyrai +z7ag + T7ag = -3 (x7—y7)§<——a(x7+y7*227) + (6f) Sil
sc(xr +y7+Z7) Z

By = —X7ap —Yraz —zrag = % (w7 — 2z7) X+ (337 —2yr+27) §— (6f) Sil
Rac + Y7 +27) 2

By = —zra; —x7ay —yrag = Salyr— ) %— Ba2wr—yr—21) § - (6f) Sil
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Bs2 = —yra; — zraz —rrag = %G(W_y?) )2+%a(x7+y7—227) y - (6£) Sil
tc(wr+yr+27) 2
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