NagAs (D0qg) Structure:
AB3 hP8.194 ¢ bf-001

This structure originally had the label AB3_hP8_194_c_bf. Calls to that address will be redirected here.
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Prototype AsNag

AFLOW prototype label AB3_hP8.194_c_bf-001
Strukturbericht designation D015

ICSD 26883

Pearson symbol hP8

Space group number 194

Space group symbol P63 /mme

AFLOW prototype command aflow —-proto=AB3_hP8_194_c_bf-001
--params=a, ¢/a, z3
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Other compounds with this structure
I(ngS7 K3P, Kng, LigAS, Mg3AU., Mg3II‘, Mg3Pd, 1\/Ig3Pt7 Mg3Sl, 1\13{),]317 NagP, Nang, l{b?,AAS7 l%bgBl7 Rngb, KgNaSb

e (Hafner, 1994) argue that the correct structure for NagAs is not this one, but instead the CuzP structure,
A3B_hP24_185_ab2c_c, space group P6scm #185.

Hexagonal primitive vectors

a3 = %a}“{ - @ay
as = %afi + §a§f
ag = cz
Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = %ag = ici (2b) Na I
B, = 3ay = 3c2 (2b) Na I
B = %a1+%ag+%a3 = %achr %ayqtici (2¢) As1
B, = %al—f—%ag—&—%ag = %ai—%ay—i—%ci (2¢) As1
By = laj+2ay + 2323 = lag+Lay + ez (4f) Na II
Bg = %a1+%a2+(z3+%) as = %ak—%a}?—kc(%—l—%) Z (4f) Na II
B, = %a1+%a2723a3 = %aifgayfcz;gi (4f) Na II
Bsg = %al—l—%ag—(zg—%) as = %afc—i— ?ay—c(@,—%) Z (4f) Na II
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