KNiCls Structure:
A3BC_hP30_185_cd_c_ab-001

This structure originally had the label A3BC_hP30.185_cd_c_ab. Calls to that address will be redirected here.
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Prototype Cl3KNi

AFLOW prototype label A3BC_hP30_.185_cd_c_ab-001
ICSD 10508

Pearson symbol hP30

Space group number 185

Space group symbol P63cm


http://dx.doi.org/10.1016/j.commatsci.2018.10.043
https://aflow.org/p/PKFR
https://aflow.org/p/A3BC_hP30_185_cd_c_ab-001

AFLOW prototype command

aflow --proto=A3BC_hP30_185_cd_c_ab-001

—~params=a, C/a7 Z1,%22,X3,%3,T4,%4,T5,Y5, 25

e Space group P63cm #185 allows an arbitary choice of the origin of the z-axis. Here we set z; = 0 for the nickel (2a)

atoms.

Hexagonal primitive vectors

a1 = lagx-Bay
as = %af{ + éay
ag =— cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = z1 a3 = cz1 % (2a) Nil
B, = (zl + %) as = c (21 + %) Z (2a) Nil
B; = sai+3a+2ag = 30X+ Fay +cnz (4b) Nl
B, = %a1+%a2+(22+%) as = %ai—%ay—i—c(@—f—%) Z (4b) Ni II
Bs = tai+2a+ (22+1) a = tax+ Lag+c(z+3) (4b) Ni II
Bs = 2a,+iay+zas = lax—Layg+cni (4b) Ni IT
B, = r3aj + z3ag = %axg X — @ ax3y + cz3 Z (6¢) Cll
Bgs = T3 as + z3 a3 = %axg X+ %axg ¥ +cz32 (6¢) ClI
By = —x3a] — T3as + 23 a3 = —ar3X+cz3% (6¢) Cll
B = —x3a; + (z3 + %) as = —%angc + ?axgy +ec (2’3 + %) (6¢) Cll
By = —z3as+ (23 +3) a = —lazsk — Laws§ +c(z+ 1) 2 (6¢) Cl1
B = zsa; +z3as + (23 + 3) as = avsX+c(23+3) 2 (6¢) Cl1
Bis = T4ay + 2423 = %am X — ?au V+czz (6¢) KI
B = Tyap + z4 a3 = 2aac4 X+ faa:4 V+cza2 (6¢) KI
By = —Tga1 — Tgag + 24 a3 = —ars X+ Ccz4 Z (6¢) KI
Big = —z4a; + (,24 + %) as = —%ami + @amy +c (24 + %) Z (6¢) KI
By = —zgas+ (24 + 3) a3 = taz, X — @amy—l—c( +3)2 (6¢) KI
Bis = ziay +azgas + (24 + 3) as = axsX+c(za+3) (6c) KI
By = Tsai + ysas + 25 as = %a(% +ys) X — @a (x5 —ys5) ¥ + c25 2 (12d) ClII
By = —ysa; + (x5 —ys) a2 + 25 ag = %a (x5 —2y5) X+ ﬁamg, V+eczsz (12d) CllI
By = — (x5 —ys5) a1 — x5 a3 + z5 as = —la (2z5 —y5) X — \égayg, y +cz5Z (12d) Cl1I
Bsz = —Tsa1 — Ysag + (25 + %) as = —la (x5 +ys) X+ 91 (1’5 —ys) ¥+ (12d) Clla
c(z+3) 2
B2s = ysai— (x5 —ys) a2+(z5 + %) a3 = %a (—z5 + 2y5) X iaac5 y+c (25 + ) (12d) Cl1II
Bos = (w5 —ys) artasas+(zs+3) a3 =  3a(2w5 —ys) X+ %ay5 ytc(z+3)2 (12d) Cl1I



B2s = —Ysar — Tsag + (Zs + %) az = (175 +ys) X % a(zs —ys) ¥+ (12d) ClII
c(s+3)2
B = — (x5 —ys) a1 +ys a2 + = %a (—x5 + 2ys5) x—i—i x5y+c(z5 + ) (12d) Cl1I
(25 +3) a3
Byry = 1z 8.1—|-(JU5 — y5) a2+(Z5 + %) as = %a (2.135 — y5) X — iCLy5 y+c (25 + ) (12(1) ClII
Bas = Ys a1 + Tsag + 25 ag = %CL(% +y5) X+ %a(% —Ys) § +c25 2 (12d) CllI
By = (x5 —ys) a1 — ys @z + 25 as = %a (x5 — 2y5) X — @amg, y+cezz (12d) Cl1I
B3y = —rsa; — (r5 — ys) as + 25 ag = —%a (2z5 —ys5) X+ fayg, V+eczsz (12d) CllI
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