Mikasaite (Rhombohedral Fey(SOy)3) Structure:

A2B12C3 hR34 148 2¢ 4f £-001
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Prototype

AFLOW prototype label
Mineral name

ICSD

Pearson symbol

Space group number
Space group symbol

AFLOW prototype command

F6201283

A2B12C3_hR34_148_2c¢_4f £-001

mikasaite

22368
hR34
148
R3

aflow --proto=A2B12C3_hR34_148_2c_4f_£-001

——params=a,c/a,:1:1, T2,T3,Y3,23,T4,Y4,24,T5,Y5,25, L6, Y6, 265 L7, Y7, 27

Other compounds with this structure

Al5(SO4)3



https://aflow.org/p/GHH0
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e Fes015S3 also forms a monoclinic crystall

e Hexagonal settings of this structure can be obtained with the option --hex.

Rhombohedral primitive vectors

a; = %a&—?ay—i—%ci
ag = %ay + %CZ
ag = f%afc — %ay + 3¢
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a; +21as + 1 a3 = cx1 % (2¢) Fel
B2 = —Xi1A] —X1Ay — X1 aAs = —CI1 Z (2(}) Fe I
B3 = To A + Toag + o Aas = CXo Z (2C) Fe 11
B, = —Zoa] — Topag — To a3 = —Ccxo Z (2¢) Fe 11
Bs = rza; +ysaz + z3a3 = §a($3—z3)&—\/Tga($3—2y3+23)5’+ (6f) 01
sc(z3+ys+ 23) 2
BG = zZza) +rzaz + ysas = *%a(y3*231)X+fa(2$3fy3723)y+ (Gf) Ol
zc(w3 +ys+23) 2
Br = ysai + zzag + 3 as = -3 (x3—y3)x—— (73 +y3 —223) §+ (6£) 01
sc(z3+ys+23) 2
Bs = —Tza; —Yysaz — zzas = —é ( 3—Z§)X—|—f ( 3—2y3+2’3)}7— (6f) Ol
zc(r3+ys + 23) 2
By = —z3a; — XT38z — Yz as = %a(yg, —23) X — %a(ng—yg —23) ¥ — (6f) Ol
tc(ws+ys +23) 2
Bio = —Ysay —zz3az —rzag = %a (z3 — y3)1 X+ %a (r3 +ys —223) ¥ — (6f) 01
zc(r3 +ys + 23) 2
Bix = Tgar +Ysaz + z4a3 = fa(zy—24) X— %g (T4 —2ys +24) § + (6f) on
tc(watys+2) 2
Bz = Zga1 + Tgaz +ysas = —3a(ya—z) X+ fa (224 —ya — 24) Y+ (6£) O1I
%c(u + ya + 24) Z
Bis = Yaar + 2483 + T4a3 = *%a (T4 —ya) X— \ég (T4 +ya —224) §+ (6f) on
sc(Ta+ys+24) 2
Bis = —Tga1 —YsAz — 2Z4 a3 = —%a($4—24)5<+f (T4 —2ys +24) § — (6f) ol
(gt ys+21) 2
Bis = —Z4@] —T4qa2 —Ysag = %a (Ya — 21) X — ia (224 —ya —21) § — (6f) O 11
3¢ (@ G Ys+z1) 2
Big — —ysa; — 248y — 1483 = la(es—ys) X+ Ba(va+ys—22) § — (61) O II
sc(zatyatza) 2
B17 = Trsaj + Ysaz + z5as = %a (LE5 —25)1)2— \/Tga (IE5 —2y5+25) S’—F (6f) O III
3¢(ws5 +ys + 25) 2
Bis = Zsa; +Tsaz +ysas = —%a(ys —251) X+ %a (225 —ys — 25) ¥+ (6f) O III
zc(2s5 +ys + 25) 2
Biy = Ysa + 25 az + T as = —sa(zs— y?) X — %a (x5 +ys — 225) §+ (61) O III
3¢ (w5 +ys + 25) 2


https://aflow.org/p/A2B12C3_mP68_14_2e_12e_3e-001

By = —Tsa; —Ysaz — 2583
B2y = —%5ad1 —ITsaz —Ys5as
Bz = —Ysa1 — 2583 — Tsas
Bos = Teal + Ye a2 1+ 26 A3
B2y = zgai + Tgaz + ye as
Bas = Yo a1 + 26 A2 + Tp A3
Bag = —Tga) — Y6 a2 — 26 a3
By = —2ga1 — Tgaz — Y as
Bas = —Y6 a1 — Zg A2 — Tg A3
Bay = Tra +yraz + 27 a3
Bso = z7a; +wras +yras
B3 = yrai + z7as + r7as
B3z = —r7a; —Yyraz — zras
B33 = —Z7a; —Tyaz — Yras
B3y = —yra; —zrax —w7ag
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