HsHo Structure:
A3B_hP24_165_adg_{-001

This structure originally had the label A3B_hP24_165_adg_f. Calls to that address will be redirected here.
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Prototype HsHo

AFLOW prototype label A3B_hP24_165_adg_f-001
ICSD 16880

Pearson symbol hP24

Space group number 165

Space group symbol P3cl

AFLOW prototype command aflow --proto=A3B_hP24_165_adg_£-001
--params=a, ¢/a, 22, T3, T4, Y1, Za


http://dx.doi.org/10.1016/j.commatsci.2017.01.017
https://aflow.org/p/V86P
https://aflow.org/p/A3B_hP24_165_adg_f-001

Other compounds with this structure
Hgl)y7 H3EI‘, H3Gd, H3Lu, I{:;SI’H7 HgT‘b7 Hng, H:))Yv7 F3La

e This structure is crystallographically equivalent to CugP (D02;). We retain it as the prototype for the subclass of this
prototype containing hydrogen.

e The data was taken for the deuteride, D3Ho.

Trigonal (Hexagonal) primitive vectors
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a; = jzak-— @ay
ag = %a}“{ + @ay
ag = cZz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 1aj = ick (2a) HI
B, = 3 ag = 3cz (2a) HI
B; = ta;+ 2ay + zag = fak+2ay +cxni (4d) HII
B, = %314*%&27(227%) as = %a}“{f%ayfc(z'gf%)i (4d) HII
B; = %al+%32—2233 = %a&—%ay—czgi (4d) HII
Bg = %al—l—%ag—i—(zg—&—%) as = %a&—l—%ay—i—c(zg—i—%)i (4d) HII
By = T3a; + i as = %CL.TS X — @am v+ ici (6f) HoI
Bg = T3as + %ag = %angch 73a:c3y+ %02 (6f) Hol
By = —Tza; — T3ag + i as = —ar3X + ici (6f) Hol
Bio = —x3a; + %ag = —%GI35(+ ?ax3y+ %ci (6f) Ho I
Bi1 = —z3as + %ag = —%aa:gfc— @al‘gy—k %ci (61) Hol
B = r3a; + r3as + %ag = ars X+ %ci (6f) Hol
Biz = Tgay +ysaz + 24 a3 = la(wuty) % —Fa(za—wy) §+cuz (12g) H III
By = —ysay + (4 — ys4) a2 + 24 a3 = ta(wy —2ys) X+ ?am Y+ (12¢g) H III
Bis = — (x4 —y4) a1 —x489 + 2483 = —%a (224 —ys4) X — @ay;l V+czz (12g) H III
Big = ysa +xgay — (z4 - %) as = %a (x4 +ys) X+ @a (x4 —ya) ¥ — (12g) H III
¢(z—3)2
Bir = (ma—wy)ai—yrac—(za—3) a3 = sa(ws—2y) X— ?amif —c(zu—3)2 (12g) HIII
Bis = —z4a; — (14— ya) Ay — = —la(2ry—p) X+ Lapy-c(u-32 (12 H 111
24 — %) as
Big = —T4a; — Ysaz — 243 = —Sa(wa+uys) X+ Pa(rs—ys) §—cuz (12g) H III
By = ysay — (x4 — y4) ag — z4 a3 = sa(—x4 +2ys) X — @amy —cz4Z (12¢) H III
By = (x4 —ys4) a1 + w423 — 24 a3 = %a (224 —ys4) X+ gayz;y —C24 2 (12g) H III


https://aflow.org/p/A3B_hP24_165_bdg_f-001

Bax = —ysa; — Taag + (Z4+%) asz = —%a(x4+y4) X - ?13“(1’4*%1) y+ (12g) HII
c(zaty) 2
Bas = — (4 —ya) a1 +ysaz + = ga(—wa+2y) X+ ?amy—&—c (24 +3) 2 (12g) H III
(21 3)
Boy = x4 3.1—|-(JU4 — y4) a2+(z4 + %) as = %a (2.234 — y4) X — @ayély +c (24 + %) Z (12g) H III
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