ScRhgP,4 Structure:
A4B6C_hP11 143 _ad_2d_b-001

This structure originally had the label A4B6C_hP11_143 bd_2d_a. Calls to that address will be redirected here.
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Prototype P4RhgSc

AFLOW prototype label A4B6C_hP11_143_ad_2d_b-001
ICSD 182778

Pearson symbol hP11

Space group number 143

Space group symbol P3

AFLOW prototype command aflow --proto=A4B6C_hP11_143_ad_2d_b-001
~Tparams=a, c/a, 21,22,L3,Y3,23, L4, Y4, 24,T5,Y5, 25


http://dx.doi.org/10.1016/j.commatsci.2018.10.043
https://aflow.org/p/HTHS
https://aflow.org/p/A4B6C_hP11_143_ad_2d_b-001

Other compounds with this structure
LuI%h@P;;:7 Yth6P4

e (Pfannenschmidt, 2011) place this structure in space group P3 #143, but they find the z coordinates of the atoms on the
(3d) site all close to 0 or 1/2. As a result, the default tolerance of AFLOW places this structure in space group P6m?2
#187. It is likely that first-principles calculations will converge to the higher-symmetry space group.

e The reported experimental structure may be recovered using

e aflow --proto=A4B6C_hP11_143_ad_2d_b:P:Rh:Sc --params=a,c/a,z1,22,X3,Y3,23,X4,Y4,%4,X5,y5,25 --tolerance=0.001.

Trigonal (Hexagonal) primitive vectors

a3 = %ai—?ay
as = %ai—l—gay T( r
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Basis vectors

Lattice Cartesian Wyckoff Atom

coordinates coordinates position type

B = z1 a3 = 1% (1la) PI
By = %al—i—%ag—l—zgag = %a&—&—‘[ay—i—czgz (1b) Scl
Bs = rza; +ysaz + z3a3 = sa(zs+ys) X — *a($3 —Y3) ¥ +cak (3d) Pl
B, = —ysay + (3 — y3) as + 23 as = sa (w3 —2y3) X+ §G,$3 ¥ +cz3z (3d) P1II
Bs = — (3 —y3) a1 —r3a + 2383 = *%a (223 —y3) X — fays V+eczz (3d) pII
Be = Tgay +Ysaz + 24 a3 = sa(za+y) X— @a(m —Ya) ¥+l (3d) Rh 1
B, = —ysa; + (v4 — ys4) az + 24 a3 = ta(wy —2ys) X+ @am Ve (3d) Rh 1
Bs = — (x4 —y4) a1 — x589 + 2483 = —%a (224 —ys4) X — ?ay;l V+czz (3d) Rhl1
By = Trsar +Ysaz + 253 =  la(ws+ys) X— §G($5 —Ys) § +c25 2 (3d) RhII
Bio = —ys a1 + (5 — ys) a2 + 25 ag = %a (x5 — 2y5) X+ @amg, ¥ +czsz (3d) Rh IT
Bi: = — (x5 —ys) a1 — x5 a3 + z5 a3 = —3a(2z5 —y5) X — @ayg,y—i—c%i (3d) Rh II
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