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

This structure originally had the label ABC2_oP16_62_c_c_2c. Calls to that address will be redirected here.

Cite this page as: D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of
Crrystallographic Prototypes: Part 3, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.

https://aflow.org/p/XPSY

https://aflow.org/p/ABC2_0P16_62_c_c_2c-002

Prototype AIHO,

AFLOW prototype label ABC2_0P16_62_c_c_2c¢-002
Strukturbericht designation E0,

Mineral name diaspore

ICSD 29344

Pearson symbol oP16

Space group number 62

Space group symbol Pnma

AFLOW prototype command aflow --proto=ABC2_oP16_62_c_c_2c-002
—~params=a, b/aa C/a7 T1,21,T2,22,T3,23, T4, 24

Other compounds with this structure
FeO(OH) (goethite), MnO(OH) (groutite)

e (Hermann, 1937), following (Verway, 1935), designated this as Strukturbericht EO2. 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.


http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/p/XPSY
https://aflow.org/p/ABC2_oP16_62_c_c_2c-002

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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Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = a:lal—I—iag—i—zlag amlfc—kiby—kczli (4¢) All
B2 = 7(1’17%) a1+%a2+ 7@(5817%)5(4’%()?4’6(2’14’%)2 (4C) All

(47 1)
B; = —zi1a; + %3.2 — 2z a3 —ar1 X+ %by —cz1 2 (4¢) All
B, = (q:l—i—%)al—l—iag—(zl—%)ag a(xl—l—%)fc—i—%by—c(zl—%)i (4c) All
B = x2a1+ia2+z2a3 amfﬂ—ibfﬂ—cai (4¢) HI
Bg = f(ng%) a1+%a2+ fa(ng%)chr%berc(zQJr%)i (4c) HI

(2 1)
B, = —x9a; + %ag — 29 a3 —axo X + %by —czZ (4c) HI
Bg = (x2+%)a1+ia2—(z'2—%)a3 a(xg—l—%))’\(—i-iby—C(Zg—%)i (40) HI
Bg = 133&14—%&24—2333 a:c35<+iby+czgi (4(2) Ol
Bio = —(z3—3) ar+3a,+ —a(z3— )X+ 3b9+c(z+13)2 (4c) Ol

(25 +3) as
B.1 = —x3a; + %ag — 23 a3 —ax3X + %by —cz3Z (4c) 01
B = (a:3+%)a1+ia2—(z3—%)a3 a(xg—l—%)fc—!—%by—c(%—%)i (4¢) (01
B13 = z4a1+ia2+24a3 ax45(+iby+0242 (4C) OlIl
B, = —(za—3) ar+3a+ —a(zg— )X+ 309 +c(z+1i)2 (4c) oIl

(2a+3) as
Bis = —x4a1 + %ag — 2433 —axs X+ %by —c24 2 (4c) OII
Big = (x4—|—%) a1—|—ia2—(z4—%) as a(m—k%)&—kiby—c(z‘;—%)i (4¢) O1II
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