NasSO3 (G35) Structure:
A2B3C_hP12.147 abd g d-001

This structure previously used the label(s) A2B3C_hP12_147_abd_g_d. Calls to these addresses will be redirected here.
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Prototype NayO3S

AFLOW prototype label A2B3C_hP12_147_abd_g_d-001
Strukturbericht designation G32

ICSD 31816

CCDC 1605775

Pearson symbol hP12


http://dx.doi.org/10.1016/j.commatsci.2024.112988
http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/prototype-encyclopedia/H9Z3
https://aflow.org/prototype-encyclopedia/A2B3C_hP12_147_abd_g_d-001
https://www.aflow.org/prototype-encyclopedia/Tutorials/AFLOW_Prototype_Label/
https://www.aflow.org/prototype-encyclopedia/info/cif.html#ICSD
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=31816&DatabaseToSearch=ICSD
https://www.aflow.org/prototype-encyclopedia/info/cif.html#CCDC
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=1605775&DatabaseToSearch=Published

Space group number 147
Space group symbol P3

AFLOW prototype command aflow --proto=A2B3C_hP12_147_abd_g_d-001
—~params=a, C/a7 Z3,%4,T5,Ys5, %5

Trigonal (Hexagonal) primitive vectors

al
33
a1 = lagx-Bay
ag = %afc + éay
ag = cZz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (1a) Na I
B, = 1aj = ica (1b) Na II
B; = %al + %az—f—Zgag = %afc—&—?ay—i—cziz,i (2d) Na III
By = 2a,+1ay—za; = lag—Bay — ez (2d) Na III
Bs = laj+2ay+ za; = lax+Lay+cuz (2d) ST
Bg = %a1+%a2—z4a3 = %ai—?ay—cmi (2d) S1I
B, = Tsa; + ysag + 25 as =  ga(zs+ys) X— ?a(% —ys) ¥ +czs2 (6g) 01
Bg = —ysa; + (v5 — ys) as + 25 ag = %a (x5 — 2y5) X+ @a%y—i—c%i (6g) oI
Bo = —(z5—ys)ar—25ax+2z5a3 = —1a(2z5 —y5) X — §Gy5$’+0252 (6g) Ol
Bio = —rsa; —Ysaz — 2543 = —ja(zs+ys) X+ §G($5 —Y5) ¥ — 252 (6g) 01
B = ysar — (5 — ys) az — 25 a3 = sa(—x5 +2ys) X — @a% V—czz (6g) OlI
Bz = (x5 —ys) a1 + x5 as — 25 a3 = %a (2z5 —ys) X+ @a%y —c25 % (6g) Ol
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