Theoretical cI24 AIN Structure:
AB_cI24 220 _a_b-001

This structure originally had the label AB_cI24_220_a_b. 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/MHIE

https://aflow.org/p/AB_cI24_220_a_b-001
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Prototype AIN

AFLOW prototype label AB _c124_220_a_b-001
ICSD none

Pearson symbol cl24

Space group number 220

Space group symbol I43d

AFLOW prototype command  aflow --proto=AB_cI24_220_a_b-001
—--params=qa

e AIN naturally occurs in two forms (Liu, 2019): the stable wz-AIN wurtzite (B4) structure, and the high-pressure rs-AIN
rock salt (B1) structure. A metastable zb-AIN zincblende (zb-AlIN) structure can be synthesized via a solid-state reaction.

e (Liu, 2019) used a first-principles evolutionary technique to find four possible metastable phases: one in the sc16
structure, and three novel cubic structures, |cF40.cI16, andcl24.
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a; = —i1aX+3ay+saz

ap = %af{—%a&—i—%ai

ag = %af{—l—%ay—%ai

Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = ja1+2ax+ 3 ag = Sax+ jaz (12a) All
By, = Sa;+lay+iay = tax+3az (12a) All
B; = Sa;+tay+ Zag = ja%+3ay (12a) AT
B, = ta;+2ay+ Lag = Sax+ gay (12a) AlT
Bs = Sai+3ay+1las = 10y + 2az (12a) AlT
Bg = Ta +tay+2a; = a9+ a2 (12a) AlT
B, = 1ar+tax+ Lag = Sax+3ay — taz (12b) N1
Bg = 3a;+2ay+ 2ag = taX+ ay + jaz (12b) N1
By = Tai+lay+ias = —1a%+ 3ay+ 3az (12b) NI
Bio = Saj+3ay+32ag = jaRX+ tay + 302 (12b) N1
By, = fta;+lay+ tag = sa%k—jay+ a2 (12b) N1
Bz = Sa;+2ay+ 2ag = faX+ a9y + gaz (12b) N1
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