Low Temperature HCI Structure:
AB_oC8_36_a_a-001
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ocl
JH
Prototype CIH
AFLOW prototype label AB_0C8_36_a_a-001
ICSD 27037
Pearson symbol oC8
Space group number 36
Space group symbol Cme2,

AFLOW prototype command aflow —--proto=AB_oC8_36_a_a-001
—Tparams=a, b/a7 C/a7 Y1,21,Y2, 22

e We use the 77.4K data for deuterium chloride from (Sdndor, 1967). They gave the data in the Bb2;m setting of space
group #36. We used FINDSYM to transform this to the standard C'mc2; setting.
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = —y1a1 +yiaz +21a3 = by1 ¥ + c21 2 (4a) ClI
B = yra; —yraz + (21+%) asz = *by15’+0(21+%) Z (4a) Cll
B = —Y2a1 + Y282 + 223 = bys ¥ + c20 2 (4a) HI
B, = y2a1 —yoaz + (22 + 3) as = —bys§+c(z2+3)2 (4a) HI
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