Shcherbinaite (VoOj5) Structure (Revised):
AbB2 0P14 59 a2e e-001

This structure previously used the label(s) A5B2_oP14_59_a2f_f. Calls to these addresses will be redirected here.
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Prototype 05V,

AFLOW prototype label A5B2_0P14.59_a2e_e-001
Mineral name shcherbinaite

ICSD 253957

CCDC 1553062

Pearson symbol oP14

Space group number 59

Space group symbol Pmmn

AFLOW prototype command aflow --proto=A5B2_oP14_59_a2e_e-001
——params=a, b/a7 C/a7 21,Y2,22,Y3, 23, Y4, 24
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e An earlier version of this structure found by (Ketelaar, 1936) was given the D8| Strukturbericht designation in (Gottfried,
1938). It was later realized that this structure had a rather unexpected arrangement of vanadium atoms, and the
structure was revised by (Enjalbert, 1986) and others.

e The ICSD and CCDC entries are from (Lim, 2017). This ICSD is identical to the (Enjalbert, 1986) result, which has the
ICSD number 60767 but is not recorded in the CCDC collection. If you have a subscription to the ICSD it can be found
there.

e (Enjalbert, 1986) put the oxygen atoms on the (4f) (x,1/4,2) Wyckoff positions. The AFLOW prototype label protocol
rotates the crystal by 90°, moving these atoms to the (4e) (1/4,y,2) sites.

Simple Orthorhombic primitive vectors

3L,
ao=oax NE——"
a = by N |
az = cZ )
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = Tai+ jas+ 22 = JoX+ by + ez (22) Ol
B, = fai+3ay—z1a3 = jax+ by —cnz (2a) Ol
Bs = ja1+y2a; + 2223 = JaX+bya § + c22 2 (4e) ol
By, = 1a1— (y2— 3) a2 + 2 a3 = 10X —b(y2—3) §+ 2z (4e) o
Bs = fait (12 +3) a2 — mag = 10%+b(12+3) ¥ — 22 (de) on
Be = Sa; —yra; — 22 a3 = Jax — by —cnz (4e) on
By = ia1+ysag + z3a3 = 10X +bys Y +czs2 (4e) O I
Bs = 1a1— (43— 3) a2+ 2323 = 10%=b(ys — 3) ¥+ cz32 (de) O 1l
By = fait (y3+3) a2 — 22 = 10%+b(ys+3) ¥ —cz32 (de) O 1
Bio = Sa; —ysas — z3a3 = Jax —bysy —cz32 (4e) O 1l
Bi1 = %31 + Ysaz + 2423 = %afi—i—byély—l—cai (4e) VI
Bz = 11— (ya—3) axtzas = 10X =bys—3) ¥ +cuz (de) Vi
Bis = fart (yat+3) a—zag = 10X +b(ya+3) ¥ —cuz (de) Vi
By = Sa; —ysay —za3 = TaX by —cuz (de) Vi
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