EroRhSi3 Structure:
A2BC3_hP24 190_bh_f i-001
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Prototype EryRhSig

AFLOW prototype label A2BC3_hP24_190_bh_f i-001
ICSD 655470

CCDC 1765854

Pearson symbol hP24

Space group number 190
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Space group symbol P62c

AFLOW prototype command aflow --proto=A2BC3_hP24_190_bh_f_i-001
—~params=a, C/a7 22,T3,Y3,T4,Y4, 24

Other compounds with this structure
CegNiGeg, CethSi3, }IOQI{hSig7 Lan\IiGeg7 deQl%hSls7 szl{hSig7 GachLUQ

e (Gladyshevskii, 1992) put EroRhSi; in the LusCoGag structurel and report that there is little difference between the two
forms, however we find significant differences and the ICSD lists the two structures as different varients of EroRhSiz. We
will list the two structures under EraRhSi3 (space group P62c #190) and LuyCoGag (space group P63/mmc #194). The
two space groups differ only in that the later group contains the inversion operator.

Hexagonal primitive vectors

Al a3
a3 = %afc — @ay
az = lagk+ Lay
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 1a; = ick (2b) Erl
B, = 3 ag = 3¢z (2b) Erl
B; = za;+ 2as+ 2 a3 = sax+ Lay + cz 2 (4f) Rh I
B, = tar+Zay— (22— 1) ag = %afﬂ—%ay—c(zz—%)i (4f) Rh1
Bs = 2a;+ 3ay — 223 = jak— Y3ay —czi (4f) Rh I
Bs = 2ai+tas+ (22+3) a3 = %ai—ﬁay—kc(zg—f—%)i (4f) Rh I
B, = T3a; + y3ag + iag = %a (x3+y3) X — ?a (x3—y3) ¥+ lci (6h) Er II
Bs = —ysar + (23— y3) ax + L ag = la(zs —2ys) X+ fa:zrg y+icz (6h) Er II
By, = —(z3—y3) a1 —a3ax + +ay = —ta(2z3 —y3) X — %aygy + ic2 (6h) Er II
Bio = ysa) + xzaz + § a = la(zztys) %+ La(rz—y3) 9+ Sz (6h) Er 11
Bi1 = (r3 —ys3) a1 —ysas + %33 = % (3 —2y3) X — ?ax;; v+ cz (6h) Er II
B = —xga; — (x3 —y3) as + %ag = fa (2z3 —y3) X+ faygy + cz (6h) Er II
Bz = Tqa) + ygas + 24 a3 = lcz(x4—+-y4) X — @a(m — Y)Y +czi (12i) Sil
By = —ysar + (T4 —ya) a2 + 2423 = $a (x4 — 2ys) X + ﬁamy +cza2 (12i) Sil
Bis = — (x4 —y4) a1 —x489 + 243 = %a (224 —ys4) X — iay4 ¥y +cz4Z (121) Sil
B = T4 +ygas — (24 - %) as = %a (x4 +ys) X — @a (xg—ya) ¥ — (12i) Sil
c (,24 — %) z

By = —ysay + (T4 — y4) ag — =  fa(wy—2y) X+ @amy —c(za—1) 2 (12i) Sil

(21— 3) as
Bis = — (24 —ysa) a1 —wg22 — = —%a (2z4 — ya) X — @W%y —c (24 - %) z (12i) Sil

(24— 3) as
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By = Ysa1 + T4a2 — 2483 = %a (T4 +ya) X La (T4 —ya) § —cza2 (12i) Sil
B2 = (4 —ya) a1 —ysaz — 243 = %a (x4 —2ys4) X — @au y—cuz (12i) Sil
B2 = —x4a; — (T4 — ya) a2 — 24 a3 = (2954 —y1) X+ \gay4y — 22 (12i) Sil
By, = yaar +aqas + (24 + 1) a3 = %a (w1 +ya) %+ La (s —ya) ¥+ (12i) Sil
c(sat4) 2
Bos = (za—wys)ai—ysac+(za+3)as = La(ws—2y) X— iax4y +c(aa+i) 2 (12i) Sil
By, = —zga; — (T4 —ya) @z + = —la(2wy—ys) X+ fay4y +c(zat+i) 2 (12i) Sil
(4 3) 2
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