CsCrFy Structure:
ABC4_hP18.189_f g fgj-001
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Prototype CrCsFy

AFLOW prototype label ABC4_hP18_189_f_g_fgj-001
ICSD 2278

CCDC 1592188

Pearson symbol hP18

Space group number 189
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Space group symbol

AFLOW prototype command

P62m

aflow --proto=ABC4_hP18_189_f_g_fgj-001
——para.ms=a, C/a7 X1,X2,T3,T4,T5, y5

Hexagonal primitive vectors

a; = %af{ ?ay
ag = %a}“{ + @ay
ag = z
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = T1 a1 = %axl X — @aml vy (3f) Crl
B, = T as = %aazl X+ %aml y (3f) Crl
B; = —xz1a; — T as = —ar1 X (3f) Crl
B, = T ay = %axg X — @awz y (3f) F1I
By = To an = éaxzx—k \Qfa:czy (3f) FI
Bg = —TIga; — Tgas = —are X (3f) FI
B, = r3a; + %ag = %angc— ﬁaxgy—i— 102 (3g) Csl1
Bg = T3 as + %a3 = %axgx—l— ‘faxgy—i— =c% (3g) Cs1
By = —xza; — r3as + 3 as = —azs X+ iez (3g) Cs1
Bio = Tia; + %ag = %au)‘(f gauer %ci (3g) FII
Bi1 = Tqag + %ag = %ami—i— @amy—i— %ci (3g) F II
Bi2 = —r4a; —T4az + ;a3 = —azs X+ 3c2 (3g) FII
Bis = Ts a1 + Y5 az = a (x5+y5) %~ Ba(rs—ys) § (63) FIII
B = —ysay + (5 — ys) az = la(zs —2ys) X+ ?axsf’ (6) F I
Bis = — (x5 —ys5) a1 — x5 @z = —1a(2z5 —y5) X — Lays § (6) F III
Bis = Ys &y + 5 ag = sa (w5 +ys) X+ @a (r5 —ys) ¥ (6) F III
Biz = (x5 —ys5) a1 — Y5 az La(zs —2y5) % — Laxs y (63) F I
Bis = —rsa; — (T5 — Ys) Az = —1a(2zs —y5) X+ ‘[ayg, y (6) F 11
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