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

This structure previously used the label(s) ABC_hP36_175_jk_jk_jk. Calls to these addresses will be redirected here.
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Prototype HMgN
AFLOW prototype label ABC_hP36.175_jk_jk_jk-001
ICSD 261304
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CCDC 793340
Pearson symbol hP36
Space group number 175
Space group symbol P6/m

AFLOW prototype command

aflow --proto=ABC_hP36_175_jk_jk_jk-001
—~params=a, c/a, T1,Y1,22,Y2,T3,Y3,T4,Y4,T5,Y5,T6, Y6

e The experimental data was taken using deuterium.

Hexagonal primitive vectors

al,
a3 = %afc — éay
as = %afc + @ay
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 1 ar +y1ay Ya(ei+y) %= Fa(ei—p) ¥ (63) HI
B: = —y1a1 + (1 —y1) a2 sa(xy —2y1) X+ faxl v (6) HI
By = —(x1 —y1) a1 —z1 a9 —§a(2x1 —y) X — fayly (6) HI
B, = —ri1a; —yia —ta(zi+up) % f a(ry —y1)y (6) HI
Bs = yray — (r1 —y1) az ta(—z1 +2y) X — %aﬂ?l y (6) HI
B = (1 —y1) a1 + 1 a2 ta (2w —y1) X+ §0y1 y (6) HI
B = Toay + Yo ag %a(x2+y2) X - @a( —y2) ¥ (6) Mg I
Bg = —y2ai + (r2 — y2) az la(ze —2ys) X+ fany (6) Mg I
By = — (w2 —y2) a1 — 2289 302z —y2) X — fay2 y (6) Mg I
Bio = ~zpar — yraz —salesty2) %+ Paler —y2) § (6§) Mg I
Bi1 = yoa; — (z2 — yo2) ag %a (—x9 +2y2) X — @azg v (6) Mg I
B2 = (2 —y2) a1 + 22 a0 1a (222 —y2) X+ @ayz y (6j) Mg I
Bis r3a; + ysaz sa(zs+ys) X — @a(ﬂf?} —y3) ¥ (65) N1
Bis = —ysa; + (x3 — y3) as %a (3 —2y3) X+ ?axgy (6) NI
Bis = — (73 —y3) a1 — x3a —1a(2z3 —ys3) X — @a% y (6) NI
B = —xza; — Yz a —ta(zs+ys) X+ @a (3 —y3) ¥ (6) N1
B~ ysa; — (v3 —y3) a ta(—z3 +2y3) X — ?aﬂvs y (6) NI
Bis = (3 —y3) a1 + z3 as sa(2x3 —ys) X+ fayg y (6) NI
By = T4a) +ysag + %ag %a (xg 4+ ys) X — @a (xg—ys) §+ %cz (6k) HII
By = —ygay + (x4 —ys) a2 + %ag, %a (g —2ys) X+ ﬁauy + lci (6k) HII
Bai =  —(z4—yu)a —z480 + L ag —La2ry —y) K- LBayy + Lea (6k) HII


https://www.aflow.org/prototype-encyclopedia/info/cif.html#CCDC
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By, = —rga; —ygas + %ag = f%a(x4+y4) X+ %a(rs—ys) ¥+ 5c2 (6k) HII
Boz = ysa; — (x4 —yq) az + %ag = %a (=24 +2y4) X — @amy + 5c2 (6k) HII
Bay = (x4 —ys) a1 + z4a2 + § a3 = 1a(2zs —ys) X+ Laysy + 1cz (6k) H 1T
Bys = T5a; + ysas + %ag = %a (x5 +ys) X — TSa (x5 —ys) ¥+ %ci (6k) Mg 11
B = —ysar + (25 — ys5) ax + S a3 = la(zs —2ys) X+ §a$5 ¥+ 3cz (6k) Mg IT
By = — (x5 —ys) a1 —asax + 3 ay = —5a (215 —y5) X — Slays § + 5c2 (6k) Mg II
Bas = —z5a; —ysas + 5 as =  —ja(zs+ys) K+ Ba(es —ys) §+ 5¢2 (6k) Mg II
Bog = ysa; — (x5 —ys5) as + %83 = %a (—x5 + 2y5) X — ?axg, v+ %ci (6k) Mg IT
B3y = (x5 —ys) a1 + x5 a2 + %ag = %a (2z5 —ys) X+ 73ay5 v+ %ci (6k) Mg II
B3, = Tga + Y as + %ag = %a (z6 + ys) X — ?a (x6 —ys) ¥ + %ci (6k) N II
Bs; = —ys a1 + (w6 — y¢) az + 3 a3 = sa(wg — 2ys) X + ?awﬁ y+3c2 (6k) N II
Bss = — (w6 — ys) a1 — T az + 1 ag = —%a(2z6 —ys) X @a%y + 1cz (6k) N II
Bss = —Tear —Ysgaz + %33 = *%a (6 + ys) X + @a (r6 —ys) ¥ + %Cz (6k) N I
Bs; = ys a1 — (z6 — yo) az + %33 = %a (—x6 + 2ys) X — ?ax(; v+ %ci (6k) N II
Bis = (6 — yo) a1 + T as + L a = La(2z6 — ys) X+ Laye§ + Lea (6k) N II
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