Danburite (CaBSisOg, S63) Structure:
A2BC8D2 oP52 62 d ¢ 2¢3d d-001

This structure originally had the label A2BC8D2_oP52_62_d_c_2c3d_d. Calls to that address will be redirected here.
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Prototype B2CaOgSi,

AFLOW prototype label A2BC8D2_0P52_62_d_c-2¢3d-d-001
Strukturbericht designation S63

Mineral name danburite

ICSD 29545

Pearson symbol oP52

Space group number 62

Space group symbol Pnma

AFLOW prototype command aflow --proto=A2BC8D2_oP52_62_d_c_2c3d_d-001

——para.ms=a,b/a,c/a,x1, 21,X2,22,X3,23,T4,Y4,24,T5,Y5,25, L6, Y6, 26, L7, Y7, 27, L8,
Ys, 28

e We use the 25°C data from (Sugiyama, 1985). They presented the structure in the Pnam orientation of space group
#62. We used FINDSYM to transform this to the standard Pnma orientation.
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e We have corrected several numerical errors found in (Hicks, 2021).

Simple Orthorhombic primitive vectors
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Basis vectors
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