Senarmontite (D61, ShoO3) Structure:
A3B2 cF80 227 f e-002

This structure originally had the label A3B2_cF80_227_f_e. Calls to that address will be redirected here.
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Prototype 0O3Sby

AFLOW prototype label A3B2_cF80.227_f e-002
Strukturbericht designation D6,

Mineral name senarmontite

ICSD 1944

Pearson symbol cF80

Space group number 227

Space group symbol Fd3m

AFLOW prototype command aflow —--proto=A3B2_cF80_227_f_e-002
--params=a, L1, T2

Other compounds with this structure
Aso03 (arsenolite)
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o (Ewald, 1931) designated this as Strukturbericht D61, however (Parthé, 1993) and (Villars, 1991) label this as
Strukturbericht D54, and Parthé uses AsyO3 as the prototype. While this structure obviously fits better with the D5
series (A2Bj3) than D6 (A3By), the D5, structure was (inadvertently?) omitted from (Hermann, 1937), which jumps from
D55 to D55. We will follow this historical record (Ewald, 1931) here.

e This is the cubic form of SbyO3. For the orthorhombic form see the valentinite (D511) structure.

e (Svensson, 1975) gave the atomic coordinates in setting 1 of space group Fd3m #227. We used FINDSYM to shift the
coordinates to the standard setting 2.

Face-centered Cubic primitive vectors
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ag = ZaX+3ay

Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = Tr1a; +x1as + xas ar1X+ar1y +ax,z (32¢) Sb1
B, = z1a; +z1a — (321 — 3) a3 —a(ry—H x—a(x;— 1) §+az 2 (32e) Sbh 1
B = r1a; — (3%175) as + x1 a3 —a (:clf i) )*{Jraxlyfa(:clf i) Z (32e) Sb1
By, = —(3581—%) a; +x1as + x1 as axli—a(xl—i)y—a(xl—i)i (32e) Sb I
Bs —x1a] —x1ag + (31:14—%) as a(ml—&—%) )Ai—l—a(xl—i—i) y—axiZ (32¢) Sb 1
Bsg = —x1a] — X1 Ay — 21 a3 —ariX—ary —ax, 2 (32e) Sb1
B = —r1a; + (3x1+%) as — x1 a3 a(x1 +%) ifaxlera(xl +%) Z (32e) Sb 1
Bs = (3z1 4+ 1) a1 — xy a3 — 77 a3 —ariX+a(zi+3)y+a(zi+3)2 (32e) Sb I
By = — (w2 — 1) a1 + 3222 + 2283 ary X+ 3ay + saz (48f) 01
B = ;zzgal—(x —%) 32—(1' —i) as —a(zg—i)i+éay+éa2 (48f) O1
By = Toa; — (x —i) ar + 9 as %ai—i—axgy—f—%ai (48f) Ol
B = —(xg—%) a; +xgag — %afc—a(xg—i)y—i—%ai (48f) (O]
(w2 — 1) as
Bis = z2a; +xpa; — (22— 1) a3 taX+ tay +ary 2 (48f) OI
By = 7(1'27%) alf(ng%) as + %af{Jr%ayfa(zgfi)i (48f) Ol
T2 ag
Bis = (1‘2-’-%) a;—Ta ag—i—(xg—l—%) as %afc—l—a(xg—i—%) y—i—%ai (48f) Ol1
Big = —wga1 + (v2 + 2) ag — x2a3 Sax —ary + Saz (48f) 01
By = —zoar + (22 + 2) as + a(za+3) %+ 2a9+ 2az (48f) (O
(w2 +3) as
Bis = (z2+3) ay —a0ar — 283 —aza X+ 2ay + a2 (48f) 01
Big —Xoa] — Toas + (.’L‘2 + %) as %a& + %ay —are Z (48f) OI1
By = (@4—%) aﬁ—(m—i—%) ar—1oas %ai—i—%ay—i—a(a:g—l—%) 2 (48f) Ol
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