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Prototype GazNizZn

AFLOW prototype label A3B3C_cl112_230_f_g_a-001
ICSD 103898

CCDC 1661829

Pearson symbol cl112

Space group number 230

Space group symbol Ia3d

AFLOW prototype command  aflow --proto=A3B3C_cI112_230_f_g_a-001
~-params=a, T2, Y3

e This is the tenary form of GayNis|


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/B0YQ
https://aflow.org/prototype-encyclopedia/A3B3C_cI112_230_f_g_a-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=103898&DatabaseToSearch=ICSD
https://www.aflow.org/prototype-encyclopedia/info/cif.html#CCDC
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=1661829&DatabaseToSearch=Published
http://aflow.org/prototype-encyclopedia/A4B3_cI112_230_af_g-001

Body-centered Cubic primitive vectors

a; = —i1aX+3iay+3az

a; = jaX—iay+iai

ag = %aﬁ—l—%ay—%ai

Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (16a) Znl
B, = la;+lag = lay (16a) Znl
Bs = 3ax+3ag = zaX (16a) Znl
B, = %al + %32 = %ai (16a) Zn1
By — la — —lax+tay+ taz (16a) Zn 1
Bg = laj+ilay+1lag = l1ax+ tay + taz (16a) Znl
B, = 1ag = 10X+ tay — taz (16a) Zn1
Ba - - lag— Jag + o a6)
By ta;+ (z2+ 1) ay + 083 = ary X + jai (48f) Gal
Bio Sa;— (22— 1) as— (22— 1) a3 —ars X+ 3ay + a2 (48f) Gal
Bi1 = Toag + iag + (ﬂcg + %) as = iafc +axsy (48f) Gal
By, = —(z2—3) a1+ 3a; — = 10X —are§ + 302 (48f) Gal
(z2— 1) a3
Bis = (332 + %) a; +xg2ag + ia:’, = iay +axy z (48f) Ga I
By = —(m2-Ha—(z2-3)a+ = lax+ tay —axs2 (48f) Gal
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Bis = (z2+ 1) a1+ 2ax +aoa3 = 0% +a(ve—3) 9+ 502 (48f) Gal
Big = —(z2— %) a1+ fas — = jax—a(e2—13) ¥ (48f) Gal
(22— 1) ag
Bir = Say+taoas+ (22 + 1) as = a(rg— 1) X+ 30§+ jaz (48f) Gal
Bis = %al _ (332 _ %) as — ($2 — i) a3 = —a (ajg — i) X+ %ai (48f) Gal
Bip = —(m2—3)ar—(s2—7)ax+ = j0y —a(ry—3) 2 (48f) Gal
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Bay = zoa;+ (z2+ 1) ax + 2 ay = lax+tay+a(za— 1) 2 (48f) Gal
B2 231 — (gg2 - %) as — To as = —azrs X + %ai (48f) Gal
B — dart (oot d) st (c2rd) o - (a2 +3) %+ Jas Gs)  Gal
By = —roa; + %az - (502 - %) as = %a}“{ —az2y (48f) Gal
Boy = (zo+3)aitiast(za+3)a; = jex+ta(e2+3)y (48f) Gal
Bos = —(m2—3)ai—mary+2a; = 10y —ary2 (48f) Gal
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Bss = —(y3—2) a13+(y3+§) ay+ = a(ys+3)&—a(ys— 1) 9+ 2az (48g) Nil
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