Mg|NH] Structure:
ABC_hP36 175 jk jk jk-001

This structure originally had the label ABC_hP36_175_jk_jk_jk. Calls to that address will be redirected here.
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Prototype HMgN

AFLOW prototype label ABC_hP36.175_jk_jk_jk-001
ICSD 261304

Pearson symbol hP36

Space group number 175


http://dx.doi.org/10.1016/j.commatsci.2018.10.043
https://aflow.org/p/12DH
https://aflow.org/p/ABC_hP36_175_jk_jk_jk-001

Space group symbol P6/m

AFLOW prototype command aflow --proto=ABC_hP36_175_jk_jk_jk-001
--params=a, ¢/a, T1,Y1, T2, Y2, T3, Y3, Td, Y4, L5, Y5, T6, Y6

e The experimental data was taken using deuterium.

Hexagonal primitive vectors

a2
a; = Zak-— éay N
ag = %afc + ?ay
ag = cZz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = Tra; +yiaz = %a(leFyl) i*@“(ﬂfl*yl) y (6) HI
B, = —yrar + (1 —y1) a2 = la (w1 —2) X+ Laz, ¥ (6j) HI
B; = —(r1—y1) a1 — 71 @2 = la(2z) — ) % — Lay ¥ (6j) HI
By = —r1a; — Y1 as = %a (951 +y) X+ Ba(er—p) ¥ (63) HI
Bs = yray — (r1 —y1) az = la(—z1 +2y) X — §a$1 y (6) HI
Bs = (w1 —y1) a1 + 21 a0 = a2z —y1) X+ Lay § (63) HI
B; = Tya1 + Yo ay = Ya(ws+ye) %= Lales—y2) § (63) Mg 1
Bg = —yoa; + (x2 — y2) ag = %a (o —2y2) X+ Laxgy (6) Mg I
By = —(x9 —y2) a1 — z2 a9 = —ia (2z9 —y2) X — ayg y (63) Mg I
Bio = —Tpa; — Y2 az = —ta(zs+y2) X+ @a (562 —y2) ¥ (6) Mg I
B = y2a1 — (v2 — y2) a2 = la(~x+2y2) % — Lazy § (63) Mg I
B2 = (x2 —y2) a1 + x2 @z = 1a (220 —yo) X+ §Gy2 y (6) Mg I
Biz = Tz ay +ysaz = a (iU3 tys) k- Lales—ys) ¥ (65) NI
By = —yza; + (3 — y3) a9 = ta(zs —2y3) X+ @CL%BS’ (6) NI
Bis = —(x3 —y3) a1 — z3ay = 2a (2x3 —y3) X — @ayg v (6) NI
Bis = —Tza; — Yysas = —3a(z3+ys) X+ ?a (r3 —y3) ¥ (6) NI
By = Ysag — (ws - yd) as = %a (—$3 + 2y3) X - ?a% y (Gj) NI
Bis = (x3 —y3) a1 + x3az = ta(2x3 —y3) X+ §Gy3 y (6) NI
By = rqa; +ysas + %8.3 = %a (g +yq) X — @a (x4 —ya) y+ lci (6k) HII
By = —ysgay + (x4 —ys4) a2 + %ag = %a (x4 —2yq4) X+ fa:n4y + cz (6k) HII
By = — (x4 —y4) a1 — g0+ %33 = —%a (2z4 —ys) X — %ayz;y + §cz (6k) HII
By, = —xga; —ysap + 5 ag = —ja(wg+uys) X+ ?a(m —ya) §+ 3c2 (6k) HII
Baz = ysa; — (x4 —yq) az + %ag = %a( —x4 4 2y4) X — @auy + %CZ (6k) HII
B2y = (x4 —ya) a1 + w42z + 5 a3 = la (224 —ys) X+ Lays§ + ez (6k) HII
By = Tsay + ysag + %ag = %a (5 +ys) X — @a (x5 —ys) ¥+ %cz (6k) Mg 11



Bag = —ysar + (25 — ys5) ax + S a3 = la(zs —2ys) X+ @am y+3icz (6k) Mg II
By = — (x5 —ys) a1 —xsax + 3 ag = —3a (215 — y5) X — Slays § + 5c2 (6k) Mg II
Bas = —z5a; —ysas + 5 as = —fa(zs+ys) X+ ?a (25 —ys) § + 3¢2 (6k) Mg II
Bog = ysa; — (x5 —ys5) as + %33 = %a (—x5 + 2y5) X — ?am v+ %ci (6k) Mg IT
B3 = (x5 —y5) a1 + x5a2 + 1 a3 = 1a (225 —y5) X+ Llays § + Lez (6k) Mg IT
B3, = ZTeay +y632+%aS = %a($6+y6)5<_73a(356—y6)5’+%Ci (6k) N II
Bs; = —ysar + (w6 — y¢) a2 + 3 a3 = Ta(zg — 2ys) X + ?amﬁ y+3c2 (6k) N II
B3z = —(x6 —ys) a1 — Tgas + %33 = —%a (226 — yg) X — TSay(;y + %ci (6k) N II
B3y = *IGalfyﬁaer%aB = *%G(I6+y6)x+ 73‘1($6*y6)}’+ 5CZ (6k) N I
Bs; = ys a1 — (x6 — ys) az + %83 = %a (—x6 + 2ys) X — ?axg ¥+ 5cz (6k) N II
Bss = (z6 — Ys) a1 + Tg a2 + 3 a3 = 3a(2z6 — ys) X+ Saye ¥ + 5c2 (6k) N II
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