G753 [NagMgCl(CQOg3),| Structure (Obsolete):
A2BCD3E6 cF208 227 e c.d f g-001

This structure originally had the label A2BCD3E6_cF208_227_e_c_d_f_g. 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
Crystallographic Prototypes: Part 3, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.

https://aflow.org/p/8XP6

https://aflow.org/p/A2BCD3E6_cF208_227_e_c_d_f_g-001

Prototype CyCIMgNagzOg

AFLOW prototype label A2BCD3E6_cF208_227_e_c_d_f_g-001
Strukturbericht designation GT73

Mineral name northupite

ICSD 27790

Pearson symbol cF208

Space group number 227

Space group symbol Fd3m

AFLOW prototype command aflow --proto=A2BCD3E6_cF208_227_e_c_d_f_g-001
——-params=a, X3, T4, L5, 25



http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/p/8XP6
https://aflow.org/p/A2BCD3E6_cF208_227_e_c_d_f_g-001

e This is the original structure determined by (Shiba, 1931) and given the designation G73 in (Hermann, 1937). (Negro,
1975) showed that the correct structure was|actually related to cubic pyrochlore. The two structures are very similar, and
a displacement of the oxygen atoms by less than 1A brings the two structures into agreement.
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Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (16¢) Cll
B, %33 = iafc—&— %ay (16¢) ClI
B; = 1 ay = lax+ taz (16¢) ClI
B, = 1a; = 109 + a2 (16c) ClI
B; = %al—i—%ag—i—%ag = %afi—l—%ay—i—%ai (16d) Mg I
B = fa;+ 1 a = 0%+ tay + 3a2 (16d) Mg I
B, = la;+1lag = 10X+ 3ay+ taz (16d) Mg I
Bs = las+1a; = lax+ tay+ taz (16d) Mgl
By = T3 a; + r3as + xr3as = ar3X + axsy + axs z (32e) CI
B = T3a; +r3ay — (33:3— %) as = —a (333— i) X —a(xg—%) v +axrsz (32e) CI
By = T3a; — (3:1:3—%) a, + r3as = —a (x;»,f %) 5<+a:l:3yfa(x37 %) Z (32e) CI
B = —(3:103—%) a; +rzas +rzag = amgfc—a(xg—i)y—a(mg—i)i (32e) CI
Bz = —x3a; — Tr3as + (33734—%) as = a(xg—&—%) )A(—i—a(xg—f—i) Y —ax3Z (32¢) CI
By = —x3a] — T3a9 — T3 a3 = —ar3X —ar3y — axr3Z (32e) CI
Bis = —x3a; + (3z3+%) a, — r3as = a(x3+%) )‘cfaxgy+a(x3+%) Z (32e) CI
Big = (3z34+ 1) a1 —xgay — z3a3 = —arsX+a(zs+3)y+a(zs+13)2 (32e) CI
By = — (x4 — %) aj; +x4a3 + x4a3 = ars X + %ay + %ai (48f) Na I
Bigs = x4a1— (334 - i) as— (a:4 - i) as —a (3:4 - i) X+ %ay + %ai (48f) Nal
By = Taa; — (394 - i) as + x4 a3 = éa)“( +aryy + %ai (48f) Na I
By = —(u—i) a; +x4ay — = %a&—a(m—i)y—i—éai (48f) Na I
(wa— 1) a3
By = zga; +xga; — (x4 — 1) a3 = taX+ tay +awsz (48f) Na I
By = —(as —%) al—(sc4—%) as + = %ai—i—%ay—a(az —i)i (48f) Nal
T4a3
Bos = (m—l—%) al—x4ag+(x4+%) a3 = %a&—l—a(m—i—%) y—i—%ai (48f) Na I
By, = —wga; + (v4+ 2) ag — x4 a3 = Sax —ar,§ + daz (48f) Na I
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