CusP Structure:
A3B_hP24 185 ab2c_c-001

This structure originally had the label A3B_hP24_185_ab2c_c. Calls to that address will be redirected here.
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Prototype CusP

AFLOW prototype label A3B_hP24_185_ab2c_c-001
ICSD 15056

Pearson symbol hP24

Space group number 185

Space group symbol P63cm

AFLOW prototype command aflow --proto=A3B_hP24_185_ab2c_c-001
——params=a, C/a7 21,%2,23,23,L4,24, L5, 25


http://dx.doi.org/10.1016/j.commatsci.2018.10.043
https://aflow.org/p/L8U5
https://aflow.org/p/A3B_hP24_185_ab2c_c-001

Other compounds with this structure
MggAu, Mggh‘, Mggpt, NagAS

e (Olofsson, 1972) argues that this is the correct structure for CugP rather than the structure which was originally identified
as \Strukturbericht D0y, space group P3cl #165. Hafner and Range (Hafner, 1994) state that this is also the correct
structure for NagAs, rather than |Strukturbericht D01g), space group P63/mmc #194. Finally, AuMgs, IrMgs and MgsPt,
which have been placed in the D01g and D0y structures, are also claimed to actually be in this structure (Range, 1993).

e Space group P63cm #185 allows an arbitary choice of the origin of the z-axis. Here we set z5 = 3/4 for the phosporous
(6¢) atoms.

Hexagonal primitive vectors

a; = lagx-Lay
az = %a)‘c + éay
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = z1 a3 = c 7 (2a) Cul
B, = (21 + %) a = c (z1 + %) 2 (2a) Cul
B; = %a1+%a2—|—z2a3 = %ai—s—?‘o’ay—i—czgi (4b) Cu Il
By = Zaj+iar+ (22+1)as = lagx—Lagte(n+l)e (4b) Cu II
B = tar+Zax+ (22+3)a = fax+ Yay+c(at+i)2 (4b) Cull
Be = jai+zar+zmag = %af{—?ay—f—c,@z (4b) Cull
B, = r3ay + z3 a3 = %axg X — ?CLJ,B V+cziz (6¢) Cu III
Bg = T3 as + z3 a3 = %a:rg X+ §GZL‘3 ¥ +cz32 (6¢) Cu III
By = —T3a; — T3as + z3a3 = —axg, X+ cz3% (6¢) Cu III
Bio = —x3a; + (z3 + %) a = —%axg X+ axg y+ec (Z3 %) Z (6¢) Cu III
By, = —zzar+ (23+ 1) a = —faxsX — axgy +e(z+3)2 (6c) Cu III
B2 = z3a; +23ax + (23 + 3) as = arsX+c(23+3) 2 (6¢) Cu III
Bz = Taa] + 24 a3 = %a:m X — @am Y +cza2 (6¢) CulV
B4y = T4 a9 + 24 a3 = éam4 X+ fau V+czz (6¢) Culv
Bis = —T4a] — Tgag + 24 a3 = —ary X+ czy 2 (6¢) CulVv
Big = —zga1 + (24 + 1) a3 = —tazyx+ ﬁau J+c(za+i)z (6¢) Culv
By = —x4a9 + (24 + %) as = —%amx — @amy + c( z4 + %) 2 (6¢) Culv
Bis = zia1 +x4a2+ (24 + 3) as = avgX+c(za+3) 2 (6¢) Culv
B = Tsay + 25 as = %aa% X — §a$5 ¥ +cz52 (6¢) PI
By = 5 as + 25 a3 = %am5 X+ @axg, ¥ +czs2 (6¢) PI
By = —Z5a] — s as + 25 as = —axs X+ c252 (6¢) PI


https://aflow.org/p/A3B_hP24_165_bdg_f-001
https://aflow.org/p/AB3_hP8_194_c_bf-001

B22 = —T5a) + (25 + %) as = 7%0,.%5))\( + @axg)y +c (Z5 + %) Z (GC) PI
Bos = —Ts5as + (z5 + %) as = —%axm‘( - @a:@& +c (25 + %) Z (6¢) PI
Boy = Tsap + T5as + (25—1—%) as = a:zc5§c+c(z5+%) Z (6¢) PI
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