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Prototype Al3FeKMgO18S6

AFLOW prototype label A3BCDE18F6 hP60 177 fg c e d 3n n-001

ICSD 248732

CCDC 1715168

Pearson symbol hP60
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Space group number 177

Space group symbol P622

AFLOW prototype command aflow --proto=A3BCDE18F6_hP60_177_fg_c_e_d_3n_n-001

--params=a, c/a, z3, x6, y6, z6, x7, y7, z7, x8, y8, z8, x9, y9, z9

• (Rastsvetaeva, 2014) calls this a Fe-analogue of Indialite, and the first mineral to be found in space group P622 #177.

• The Mg (2d) site is 85% Mg and 15% Fe. The K (2e) site is only 6% K, and the Si (12n) site is 70% Si and 30% Al, giving
the final stoichiometry listed in the title. The ICSD lists three other structures in P622, all are equally complicated.
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2

http://aflow.org/prototype-encyclopedia/hexagonal_spacegroup.html#sg177
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B24 = x6 a1 + (x6 − y6) a2 − z6 a3 = 1
2a (2x6 − y6) x̂−

√
3
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B31 = y7 a1 + x7 a2 − z7 a3 = 1
2a (x7 + y7) x̂+

√
3
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B53 = y9 a1 − (x9 − y9) a2 + z9 a3 = 1
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B54 = (x9 − y9) a1 + x9 a2 + z9 a3 = 1
2a (2x9 − y9) x̂+
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B55 = y9 a1 + x9 a2 − z9 a3 = 1
2a (x9 + y9) x̂+
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