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CCDC

Pearson symbol
Space group number
Space group symbol

AFLOW prototype command

1616972
hP66
152
P3;21

aflow --proto=A3B6C13_hP66_152_ac_3c_a2b5c-001

__para-ms=avc/a7$17 XT2,T3,T4,T5,Y5,25,T6,Y6,26, L7, Y7, 27, T8, Y8, 28, L9, Y9, 29, L10,

Y10, 210, T115 Y11, 211, 125 Y12, 212, L13, Y13, 213

e This structure can also exist in the enantiomorphic space group P3221 #154.

Trigonal (Hexagonal) primitive vectors

a; = %afc — @ay
as = %afc + @ay
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = ria; + é as = %aml X — ?aml v+ %ci (3a) Gal
B, = T as + %ag = %axlchr @am1y+ %CZ (3a) Gal
B = —z1a; — T as = —ar1 X (3a) Gal
By, = Toag + %33 = %angc— ?asr:gy—i— %ci (3a) Nil
Bs = zay + 2 ag = lazo %+ LBazy g+ 2c2 (3a) Ni I
Bg = —TIga; — Tgas = —are X (3a) Nil
B = T3a; + % as = %axg X — @axg v+ %ci (3b) Ni II
Bs = T3as + %33 = %angc—l— ?am‘g&—i— %ci (3b) Ni II
By = —rgza; —r3as + % as = —ax3 X+ %ci (3b) Ni II
Bio = zqa; + 2 ag = lazg % — Laz,y+ ez (3b) Ni III
B = zqas+ 1ag = lax, %+ Lars g+ Lea (3b) Ni 111
B2 = —r4a; —T4a + ;a3 = —azs X+ 3c2 (3b) Ni ITT
Bis = Tsa; + ysag + 25 az =  la(zs+ys) x-— @a(% —ys) ¥+ cz5 2 (6¢) Gall
By = —ysar + (5 — ys5) az + =  la(zs—2y5) X+ ?axw‘r +e(z+3) 2 (6¢) Ga Il
(254 1) g
Bis = — (x5 —y5) a1 — T5 a3 + = —3a(2z5 —y5) X — ?a% v+ (6¢) Gall
(25 + %) a3 1c(32542) 2
Big = Ys a1 + T5 as — 25 a3 = la(ws+ys) X+ %a(a% —ys) ¥ — cz5 2 (6¢) Gall
Bir = (x5—ys5) aj—ysas— (z5 — %) ag = %a (x5 —2y5) X — ?axs v— %c (8325 — 2) 2 (6¢) Ga II
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