KNiCls Structure:
A3BC_hP30.185_cd_c_ab-001

This structure previously used the label(s) A3BC_hP30.185_cd_c_ab. Calls to these addresses will be redirected here.
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Prototype Cl3KNi

AFLOW prototype label A3BC_hP30_185_cd_c_ab-001
ICSD 10508

CCDC 1595340

Pearson symbol hP30
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Space group number 185
Space group symbol P63cm

AFLOW prototype command aflow --proto=A3BC_hP30_185_cd_c_ab-001
—~params=a, C/a7 Z1,%22,X3,23,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

al .
a; = %af{ — éay
as = %afc + ?ay
ag = cZz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = z1 a3 = c2 Z (2a) Nil
B, = (zl + %) as = c (zl + %) Z (2a) Nil
By = %al+§ag+2233 = %afc—&—%ay—i—czQi (4b) Ni II
Bi = Gatlet(atda = dex-agie(st))s @) N
B = tar+Zas+ (224 1) as = fax+Yag+c(nt+i)2 (4b) Ni II
Bg = %al+%32+2233 = %a&—%ay—i—czQi (4b) Ni II
B, = r3ay + z3as = %(L!L‘g X — ?axg v+ c23Z (6¢) Cll
Bg = T3 a9 + z3 a3 = 2ax3 X+ faarg V+cziz (6¢) ClI
By = —x3a; —x3as + z3a;s = —ar3 X+ cz32 (6¢) ClI
By = —z3a; + (23 + 3) a3 = —tazz X+ @axgy +c(+1)2 (6¢) Cl1
Bi1 = —x3ay + (23 + %) as = —%angc — @am‘gy +ec (Z3 + %) Z (6¢) Cll
B = r3ay +r3ag + (z3 + %) as = arsX +c (23 + %) Z (6¢) Cll
Bz = T4a1 + 24 a3 = %auf{f @az4y+cz4i (6¢) KI
Bis = Tqa + 24 a3 = %ami—&— @amy—i—cai (6¢) KI
Bis = —X4a] — TqAy + 24 A3 = —ara X+ c24 2 (6¢) KI
Big = —z4a; + (24 + 3) ag = —Lazyx+ fax4y+c( +1)2 (6¢) KI
By = —T4as + (z4 + %) as = f%aux — @auy +c (24 + %) Z (6¢) KI
Bis = Tyaay +Taag + (24—1—%) as = ax4i+c(Z4+%) Z (6¢) KI
By = Ts5a; + ysas + 25 as = %a(x5 +ys) X — ?a(% —ys5) ¥+ 252 (12d) Cl1I
By = —ysa; + (v5 — ys) az + 25 ag = % (x5 — 2y5) X + fao:5 y+cezxiz (12d) ClII
By, = — (x5 —y5) a1 — x5 a9 + 25 a3 = —%a (225 —y5) X — %ayg, V+cziz (12d) ClII
B2 = —zsa; —ysaz + (25 + 5) as = —5a(xs +ys) X+ %a (z5 —ys) I+ (12d) ClII
c (z5 + 5) Z



Bas = ysai—(z5—ys) ax+(z+3) a3 = ja(—z5+2y5) K—Larsy+c(zs+3) 2 (12d) i
By = (w5—ys) aitasast+(ss+3)as =  a(us—ys) K+ Faysy+c(z+3)2  (12d) Cl1I
By = —ysa; —z5a2 + (25 + 1) a3 = —ta(zs+ys) X — ?30, (x5 —ys) ¥+ (12d) cru
clzs + 5) Z
B2 = —(z5 —ys) a1 +ysax + = Ja(-ws+2y5) X+ Lazsy+e(+3) 2 (12d) Cl1I
(2 +3) as
B2y = wzsai+(zs —ys) a2+(z5 + %) a3 = %a (225 — y5) X — @a% y+c (z5 + %) Z (12d) Cl1II
Bas = Ysai + rsag + 25 as = a(zs+ys) XK+ ﬁa(% —Y5) ¥+ 252 (12d) Cln
By = (x5 —ys) a1 — ys as + 25 a3 = %a (x5 — 2y5) X — ﬁax5y+cz5z (12d) Cl1I
B3y = —w5a1— (25 —¥ys5) a2 +25a3 = —3a(2x5 —ys) X+ faySY + cz5 2 (12d) Cll
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