NagAs Structure:
AB3_hP24 185_c_ab2¢c-001

This structure previously used the label(s) AB3_hP24_185_c_ab2c. Calls to these addresses will be redirected here.
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AFLOW prototype label AB3_hP24_185_c_ab2c¢-001

ICSD 79586
CCDC 1639832
Pearson symbol hP24
Space group number 185
Space group symbol P63cm

AFLOW prototype command aflow --proto=AB3_hP24_185_c_ab2c-001
—~params=a, C/av Z1,%22,X3,%23,T4,%4,T5, %5

Other compounds with this structure
CU3P

e (Hafner, 1994) state that this is a correction of the D01g NazAs structure, but see the discussion about |CusP and other
similar compounds.

e Space group P63cm #185 allows an arbitary choice of the origin of the z-axis. Here we set z5 = 1/4 for the arsenic (6¢)
atoms.

Hexagonal primitive vectors

a; = %af{ — ?ay
ag = %a}“{ + @ay
ag = cZz
Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 21 a3 = cz1 Z (2a) Na I
B, = (z1 + %) as = c (21 + %) Z (2a) Na I
Bs = a1+ 3ax+mag = 30X+ Fay + ez (4b) Na Il
B, = 2aj+iay+ (224 3) a3 = sa%—¥ayg+c(n+i)2 (4b) Na II
By = %a1+%a2+(22+%) as = %aich 73015’4’0(2:2‘{‘%) Z (4b) Na II
Bg = %al+%az+2283 = %ai—%"ay—i—czzi (4b) Na II
B, = r3ay + z3 a3 = %amg X — ?axg v+ c237Z (6¢) As 1
Bg = T3 as + z3 a3 = %axg X+ §a$3 ¥ +cz32 (6¢) As1
By = —x3a; — T3as + 2343 = —ar3 X+ cz32 (6¢) As1
Bio = —x3a; + (23 + %) as = —%aacgfc + @axgy +ec (23 + %) 2 (6¢) As 1
Bi1 = —x3ay + (z3 + %) as = —%awgfc — @axgy +ec (z3 + %) Z (6¢) As 1
B = r3a; +xzag + (23 + %) as = axr3X +c (23 + %) Z (6¢) As1
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Bz = T4ay + z4 a3 = %au X — @au V+cza2 (6¢) Na III
By = T4 a9 + 24 A3 = %am X+ @am ¥ +cza2 (6¢) Na III
Bis = —x4a1 — T4 a9 + 24 a3 = —araX+cz4 2 (6¢) Na IIT
Bis = —x4ay + (z4 + %) as = —%amfc + @amy +ec (z4 + %) Z (6¢) Na IIT
By = —T4a + (24 + %) as = f%au X — @am y+c (24 + %) Z (6¢) Na III
Bis = zia; +zgas+ (24 + 3) ag = avaX+c (21 +3) 2 (6¢) Na III
By = T5ay + 25 as = %a:lc5 R — ?aa% V+ 252 (6¢) Na IV
By = 5 ag + 25 a3 = %CLZ‘5 X+ ?aa:g, V+czz (6¢) Na IV
By, = —Tsa] — Tsas + 25 as = —axs X+ cz52 (6¢) Na IV
Boy = —z5a1 + (25 + 3) a3 = —tazs X+ @axg,y +c(es+1) 2 (6¢) Na IV
Bos = —T5as + (25 + %) as = —%axg)fc — @a%y +ec (Z5 + %) Z (6¢) Na IV
Boy = Tsay + T5ag + (z5 + %) as = arsX +c (25 + %) Z (6¢) Na IV
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