Thenardite [NagSOy (V), H17] Structure:
A2B4C oF56_70_e-h_a-001

This structure originally had the label A2B4C_oF56_70_g-h_a. 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/8CBQ

https://aflow.org/p/A2B4C_oF56_70_e_h_a-001
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Prototype NasO4S

AFLOW prototype label A2B4C_oF56_70_e_h_a-001
Strukturbericht designation Hil,

Mineral name thenardite

ICSD 2895

Pearson symbol oF56

Space group number 70

Space group symbol Fddd

AFLOW prototype command  aflow --proto=A2B4C_oF56_70_e_h_a-001

--params=a, b/a, c/a, T2, x3,Ys, 23

Other compounds with this structure
AgQSO4, CI‘QSO4
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e NaySOy4 has eight known anhydrous phases. The thenardite phase is “reported to be stable between 32°C and about

180°C” (Nord, 1973), however the data reported here was taken on synthetic thenardite at 25°C.

Face-centered Orthorhombic primitive vectors

a; = %by—k %ci
az =— %afc—f— %ci
ag = %afc—i— %by
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = fart+gar+iag = taX+ §by + g2 (8a) SI
B, = §a1+§a2+%a3 = %ai+%by+gcﬁ (8a) S1
B = —(xg—i) a; +xoas + Toas = axzfc—l—%by—i—%ci (16e) Na I
By, = 1‘231—(.’172—%) ag—(xg—i) ag = —a (mg—i) )A(—&-%by—i—%ci (16e) Nal
B = (m—k%) a; — Toas — Toas = —angc—k%by—kgci (16e) Nal
Bg = fx2a1+(x2+%) as + = a(CﬂQ‘i’%) X+%by+%ci (16e) Na I
(z2+ 1) as
B, = (—x3+ys+23) a1 + = arsX +bysy + cz3Z (32h) 01
(3 —y3 + 23) az +
(r3 4+ y3 — 23) a3
Bg = (x3 —ys +23) a1 + = fa(asgfi))‘(fb(ygf%)y+0232 (32h) (OB
(—w3+ys + 23) ag —
(zs+ys+23—3) as
By = (l‘3+y3 —Zg)lal — = —a (333— i) 5(—|—by3§f—c(23— i) Z (32h) Ol
(73 +ys+23—3) as +
(=23 +y3 + 23) a3
Bl() = —(x3+y3—|—23—%)a1+ = angc—b(yg—i)y—c(z;;—i)i (32h) OI
(3 +y3 — 23) az +
(r3 —y3 + 23) a3
B11 = (1‘3 — Y3 — 23) a; — = —angc - byg y — CZ3 Z (32h) Ol
(3 —y3 + 23) ag —
(r3+y3 — 23) a3
B = —($3—y3+23)al+ = a($3+%))’\(+b(y3+i>y—023i (32h) O1
(x5 —ys — 23) ag +
(z5+ys+235+3) a
Bis = — (23 +ys — 23) a1 + = a(zs+3) K—bysy+c(ezs+1)2 (32h) 01
($3+1‘/3+23+%) as +
(r3 —y3 — 23) a3
B4 = (x3—|—y3+z3—|—%) a; — = —ax3k+b(y3—|—i)$f—|—c(z3—|—%)i (32h) Ol

(x3 +y3 — 23) ag —
(z3 —ys3 + 23) a3
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