Diaspore (AIOOH, E09) Structure:
ABC2 0P16 62 ¢ ¢ 2¢-002

This structure previously used the label(s) ABC2_oP16_62_c_c_2c. Calls to these addresses will be redirected here.
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Prototype AIHO,

AFLOW prototype label ABC2_0P16_62_c_c_2¢-002
Strukturbericht designation EQ,

Mineral name diaspore

ICSD 29344

CCDC 1604343

Pearson symbol oP16

Space group number 62

Space group symbol Pnma

AFLOW prototype command aflow --proto=ABC2_oP16_62_c_c_2c-002

—Tparams=a, b/(l, C/(I, T1,21,L2,22,X3,23, L4, 24

Other compounds with this structure
FeO(OH) (goethite), MnO(OH) (groutite)
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e (Hermann, 1937), following (Verway, 1935), designated this as Strukturbericht EOy. This work did not find the positions
of the hydrogen atoms, which we take from (Hill, 1979) and which do not change the space group.

e Hill gave the Wyckoff positions of the atoms in terms of the Pbnm setting of space group #62. We used AFLOW to
transform this structure to the standard Pnma setting. Our earlier transformation (Hicks, 2009) had errors which we
correct here.

e This structure has the same AFLOW label as|CaMnShs, ABC2_0P16_62_c_c_2c. The structures are generated by the
same symmetry operations with different sets of parameters (--params) specified in their corresponding CIF files.
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = mlal—l—iag—i—zlag = asclf(—i—%by—i—czli (4c) All
B, = —(l‘l—%) al—&—%ag—&— = —a(xl—%)fc—i-%by—kc(zl—i-%)i (40) All
(21 +3) as
B3 = —x1a; + %ag — Z1 Qs = —aXy b'e + %by — Cz1 Z (4C) All
B, = (acl—i—%)al—i—iag—(zl—%)ag = a(xl—l—%))‘(—i—%by—c(zl—%)i (4¢) All
By = $231+i32+2283 = asr:gfc—i—%by—i—czQi (4c) HI
Bg = —(u—%) al+%ag+ = —a(xg—%)f(%—%by—kc(@—i-%)i (4¢) HI
(22+3) a3
B, = —z9a; + %az — 29 a3 = —azre X + %by — 292 (4c) HI
Bs = (z2+3)ai+ias—(22—3)a; = a(za+3) &K+3by—c(2—13) 2 (4c) HI
By = fL‘331+i32+Z3&3 = G.Z‘35C+iby+023i (40) Ol
Bio = —(z3—3) ar+3ay+ = —a(z3— ) x+3by+c(z+3)2 (4c) Ol
(23 +3) as
Bi1 = —z3a; + %32 — 23 a3 = —axr3X + %by —cz37Z (4¢) (OB
Bix = (mg—i—%)al—l—iag—(z;;—%)ag = a(gcg—l—%)i—i—%by—c(zg—%)i (4c) (O]
Bz = Tr4ay + %ag + z4a3 = aryX + iby +cz4 2 (40) O1II
B14 = 7(1’47%) a1+%a2+ = 7@(5847%)5(4’%()?4’6(244’%)2 (4C) O1II
(24 +3) as
By = —z4a; + %32 — 2483 = —axrs X+ %by — 242 (4c) O1II
Big = (m—i—%) a1+iag—(z4—%) ag = a(m—l—%)i—i—%by—c(zé;—%)i (4c) Ol
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