
Santite (KB5O8·4H2O, K35) Structure:
A5B8CD12 oC104 41 a2b 4b a 6b-001
This structure previously used the label(s) A5B8CD12 oC104 41 a2b 4b a 6b. Calls to these addresses will be redirected here.
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Prototype B5H8KO12

AFLOW prototype label A5B8CD12 oC104 41 a2b 4b a 6b-001

Strukturbericht designation K35

Mineral name santite

ICSD 18211

CCDC 1597759

Pearson symbol oC104

Space group number 41

Space group symbol Aea2
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AFLOW prototype command aflow --proto=A5B8CD12_oC104_41_a2b_4b_a_6b-001

--params=a, b/a, c/a, z1, z2, x3, y3, z3, x4, y4, z4, x5, y5, z5, x6, y6, z6, x7, y7, z7, x8, y8, z8,
x9, y9, z9, x10, y10, z10, x11, y11, z11, x12, y12, z12, x13, y13, z13, x14, y14, z14

• (Zachariasen, 1938) originally determined the structure of this compound without knowing the positions of the
hydrogens. They believed the structure to be correctly written as KH2(H3O)2B5O10. (Gottfried, 1940) gave this the
Strukturbericht designation K35. (Zachariasen, 1963) did a refinement of the structure, including the hydrogen positions,
noting that the structure should properly be written K[B5O6(OH)4]·2H2O. As neither the positions of the heavy atoms
nor the space group have changed, we retain the K35 designation, but we give the prototype as KB5O8·4H2O, which
seems to be the standard designation even though it is not structurally correct.
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B11 =
(
x4 +

1
2

)
a1−

(
y4 + z4 − 1

2

)
a2+(

−y4 + z4 +
1
2

)
a3

= a
(
x4 +

1
2

)
x̂− b

(
y4 − 1

2

)
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B38 = −x11 a1 − (y11 + z11) a2 −
(y11 − z11) a3

= −ax11 x̂− by11 ŷ + cz11 ẑ (8b) O III

B39 =
(
x11 +

1
2

)
a1 −(

y11 + z11 − 1
2

)
a2 +(

−y11 + z11 +
1
2

)
a3

= a
(
x11 +

1
2

)
x̂− b

(
y11 − 1

2

)
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ŷ + cz12 ẑ (8b) O IV

B45 = x13 a1 + (y13 − z13) a2 +
(y13 + z13) a3

= ax13 x̂+ by13 ŷ + cz13 ẑ (8b) O V
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B50 = −x14 a1 − (y14 + z14) a2 −
(y14 − z14) a3

= −ax14 x̂− by14 ŷ + cz14 ẑ (8b) O VI
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