Santite (KB;Og-4H,0O, K35) Structure:
ASB8CD12.0C104_41_a2b_4b_a_6b-001

This structure previously used the label(s) A5B8CD12_0C104_41_a2b_4b_a_6b. Calls to these addresses will be redirected here.
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Prototype BsHgKOq2

AFLOW prototype label A5B8CD12_0C104_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 Aea?2
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AFLOW prototype command

aflow --proto=A5B8CD12_0C104_41_a2b_4b_a_6b-001
—~params=a, b/a7 C/a7 Z1,%22,X3,Y3,23,T4,Y4,24,T5,Y5,25, L6, Y6, 26, L7, Y7, 27, T8, Y8, 28,

Z9, Y9, 29,10, Y10, 210, T11, Y11, 211, 12, Y12, 12, T13, Y13, 213, T14, Y14, 214

e (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 KHa(H50)2B501¢. (Gottiried, 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[B5O0g(OH)4]|-2H20. 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 KB50g-4H;0, which

seems to be the standard designation even though it is not structurally correct.

Base-centered Orthorhombic primitive vectors

ggvaB

ay; = aX
a; = %by — %02
ag = %by + %CZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = —z1ag + z1a3 cz21Z (43) BI
B2 = %al—(zl—%) 32+(21—|—%) as %af{—i—%by—kczli (48,) B1
B; = —2zoag + 29 a3 20 Z (4a) KI
By, = %al—(zg—%) 32+(22+%> as %ai—i—%by—i—czgi (4a) KI
Bs = x23a;+(ys —23) ax+(ys + 23) a3 ar3X + bys ¥ + cz3 Z (8b) BII
Bg = —zga; — (ys + z3) ag — —ar3X —bysy +cz32 (8b) BII
(y3s — 23) a3
Br = (z3+1)ai—(ys+2—3) axt a(zs+3)%x—bys— 1) §+cesz (8b) B II
(—yg + 23+ %) as
Bs = —(l‘3—%) a; + —a(xg—%)k+b(y3+%)y+0232 (8b) B1I
(ys — 23+ 3) as +
(113 + 23 + %) ag
By = xsa1+(ys— 24) as+(ys + 24) as arsX+bysy + czy Z (8b) B III
Bio = —z4a1 — (Ya + 24) ag — —axaX —bys ¥ +cza (8b) B III
(Y4 — 24) a3
By = (a:4—|—%) al—(y4+z4—%) as + a(x4+%)i—b(y4—%)y+cz4i (8b) B III
(—ys+za+3) ay
B2 = — (24— 3) a1 + —a(za—3) X+b(ya+3)y+cuz (8b) B III
(ya—za+3%) ag+
(y4 + 24 + %) as
Biz = wasa;+(ys — 25) ag+(ys + 25) a3 arsX +bys y +cz52 (8b) HI
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