Sre0sg 3094 Structure:
A36B11C12_hP118 185 4c4d_a2b2c_ab3c-001
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AFLOW prototype label A36B11C12_hP118.185_4c4d_a2b2c_ab3c-001
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ICSD 112868

CCDC 2059167
Pearson symbol hP118
Space group number 185
Space group symbol P63cm

AFLOW prototype command aflow --proto=A36B11C12_hP118_185_4c4d_a2b2c_ab3c-001
—~params=a, C/av Z1,R2, 23,245 R5, L6y 26, LTy 27, L8,y 28, L9, 29, L10, 210, L11, £11, LT12, £12,
L13, 2135 L14, 2145 L15, Y15, 215, L165 Y165 216, L17, Y17, 217, 18, Y18, 218

o The first osmium (4b) site (Os-II) has an occupancy of 93.1%, while the next (4b) site (Os-III) has 27.9% occupancy.

e Space group P63cm does not specify the origin of the z axis, we follow (Thakur, 2021) and set zo = 0 for the Sr-I atom.

Hexagonal primitive vectors
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az = %afc + @ay

as = cZ

Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type

B, = z1 a3 = cz 2 (2a) Os1
B, = (21 + %) as = c (21 + %) Z (2a) Os1
B; = 2z a3 = 20 7 (2a) Srl
B, = (ZQ + %) as = c (22 + %) Z (2&) Srl
B5 = %a1+%a2+z3a3 = %af{ﬁ—%ay—i—czgi (4b) Os II
Bs = 2aj+iax+ (23 +3) as = %ai—%ay+c(z3+%) Z (4b) Os II
By = %al—l—%ag—l—(z;g—&—%) as = %ai—k ?CLS"FC(Z‘}-F%) Z (4b) Os II
By = 2a) 4 Lay + 232y = lag —Lay 4 czi (4b) Os 11
By = %a1+%a2+24a3 = %afﬁr%ay—i—czé@ (4b) Os III
Bio = Zaj+iar+ (za+3)as = lagx—Lagte(a+l)e (4b) Os 111
Bii = tar+2ay+ (244 3) as = lak+Lag+e(u+i)e (4b) Os 111
B = %al + %a2+z4a3 = %afc— ?ay—i—c,&;i (4b) Os II1
B13 = %314—%&24—2533 = %ai+%ay+cz52 (4b) Sr 11
By = Z2aj+3as+ (25 + 5) as = %a:‘c—%aerc(%Jr%) Z (4b) Sr 11
Bis = %al—l—%ag—i—(%—&—%) as = %afc—i— %a&—i—c(%—i—%) Z (4b) Sr II
Big = %al —I—%a2+z5a3 = %afc— %a&—i—c%i (4b) Sr 11
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B118 = —Triga] — (Ilg — ylg) as + 218 as = 7%& (29318 — y18> X+ §Qy18 5’ + cz18 Z (12(1) O VIII
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