CeHg Structure:
AB9_hP20.194_c¢_btk-001
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Prototype CeHg
AFLOW prototype label AB9_hP20.194_c_bfk-001
ICSD 684706
CCDC 2199790
Pearson symbol hP20
Space group number 194
Space group symbol P63/mmc

AFLOW prototype command aflow --proto=AB9_hP20_194_c_bfk-001
--params=a, c/a, 23, T4, 24
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e (Li, 2019) found CeHy stable above 100 GPa in space group P63/mmc #194. The atomic structure shown here is taken
from their first-principles calculations.

e The ICSD entry is from the slightly later work of (Salke, 2019).
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 1aj = ick (2b) HI
B, = 3 ag = 3c2 (2b) HI
B; = taj+2ay+tag = %afc—i—?ay—i—%ci (2c) Cel
B, = 2a;+iax+ 2ag = lag— ay + 33 (2c) Cel
Bs; = tar+ Za+ 2323 = %ai+§a“+cz;;i (4f) HII
B = 2ai+1as+ (23 +3) a3 = lagx—Lagte(n+l)z (4f) H I
B; = 2a,+iay—zas = lagx —Lay —czi (4f) HII
Bsg = %al—k%ag—(zg—%) as = %ai—k%ay—c(zg—%)z (4f) HII
By = T4a1 + 2x4 a9 + 24 a3 = %au X+ ﬁau V+czz (12k) H III
Bio = —2x4a1 —T4a9 + 24 a3 = —%ax X+ %am V+cza (12k) H III
B, = Tiay — T4ag + 24 a3 = —V/3ax, y 4 cz4 % (12k) H 11T
B, = —z4a; — 2x489 + (Z4 + %) as = f%ax45< - @a‘uy +c (24 + %) Z (12k) H III
Bz = 2z4a; +z4as + (24 + %) as = %aui - @amy +c (24 + %) Z (12k) H III
By = —Tgai + x4a0 + (24 + %) as = V3azx,§ + ¢ (z4 + %) Z (12k) H III
Bis = 2r4a; + T4 2 — 24 a3 = Sars % — Lary§ —cz (12K) H 111
B = —x4a1 — 2r4a9 — 24 a3 = —%ax4 X — §QI4 V—cziZ (12k) H III
By = —r4a1 + 2480 — 2483 = V3ax,§ — cza 2 (12k) H III
Bis = —2x4a] — T4an — (24 — %) as = —gau& + ﬁamy —c (z4 — %) Z (12k) H III
By = T4a; + 2x4ag — (z4 — %) as = %amx + iax4y —c (24 - %) Z (12k) H I1I
By = Tad] — Tadg — (,24 - %) as = —V3az,§ — ¢ (24 - %) Z (12k) H III
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