Trigonal CrsS¢ Structure:
ASB6_hP22 163 _abcf 1-001
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Prototype Cr5Se

AFLOW prototype label A5B6_hP22_163_abcf_i-001
ICSD 16719

Pearson symbol hP22

Space group number 163

Space group symbol P31c

AFLOW prototype command aflow --proto=A5B6_hP22_163_abcf_i-001
--params=a, c/a, 24, T5, Y5, 25

e (Jellinek, 1957) also has data for trigonal CrySs, which is generated from this structure by removing the Chromium
atoms from the (2a) sites. (Venkatraman, 1990) lists the structure CroS3Cr, which is likely the same structure with
possible vacancies on the (2a) sites. There is also a [rhombohedral CryS3 structure| found in both references.


https://aflow.org/p/Z6CB
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Trigonal (Hexagonal) primitive vectors

a1 = lagx-Lay
ax = %a}“{ + éay
ag = CcZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B; = a3 1c2 (2a) Crl
B, = 3 ag 3ca (2a) Crl
B; = 0 0 (2b) Cr I
By, = %33 %ci (2b) CrlI
By = %a1+%a2+%a3 lax+ ?a}”f—l—%ci (2¢) Cr 111
Bs = Za,+Llag+ 2ay lag— Bay+3ca (2¢) Cr III
B = za;+ 2as+ 2443 %afc—&—%ay—i—czzli (4f) Cr 1V
Bs = ta;+2a;— (24— 3) a3 aX+ ?ay—c(zzi—é) Z (4f) Cr IV
By = %a1+%a2—24a3 %aif%ayfcai (4f) Cr IV
Bio %a1+%a2+(z4+%) az éai—ﬁay+c(24+§) z (4f) Cr1v
Bi1 = Tsay + ysas + 25 as %a(xg) +ys) X — ?a (x5 —ys) ¥+ cz52 (12i) S1I
Bix = —ysay + (v5 — ys) as + 25 ag sa (w5 — 2y5) X+ ?aa% Y+ czsz (12i) S1
Bz = — (x5 —y5) a1 — x589 + z5a3 f%a (225 — y5) X — @ay5y+0252 (12i) ST
Bis = —Ysay —Tsaz — (25 - %) ag —%a (x5 +ys) X — %a (x5 —ys) ¥ — (12i) S1
c (25 — 5) Z
Bis = —(335 —ys) a; +ysaz — %G (—335 +2y5) X+ @G%}A’—C(Zs - %) zZ (121) S1
(25— 3) as
Bis = zsai+(zs—ys) a2—(25 — %) as %a (225 —ys) X — @a% y—c (z5 — %) Z (12i) SI
Bir = —Tsa; —Ysaz — 2583 —za (s +ys) X+ Ga(ws —ys) §—cz52 (12i) S1
Bis = ysa; — (x5 —y5) az — 25 ag %a (—x5 + 2y5) X — 73ax5 ¥ —cz5% (12i) S1I
By = (x5 —y5) a1 + x5 a2 — 25 a3 sa(2x5 —ys) K+ Pays § — ca52 (12i) S1
By = ysa; + x5 as + (z5 + %) as %a (x5 +ys) X+ 73(1 (x5 —ys) ¥+ (12i) S1I
c(zs + %) Z
Bar = (w5 —ys5) ai—ysas+ (25 + 3) as ta(zs —2ys) X — Parsg+c(25+3) 2 (12i) SI
Bax = —z5a; — (T5 — y5) az + —la (225 —y5) %+ Lays g+ (25 + 5) 2 (12i) ST
25 + %) ag
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