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e This is a high-pressure structure, formed at 18GPa and 1473K. At 20GPa it transforms into the [PrNiO3 perovskite

structure.

e The current sample was found to have a Néel temperature of 32K, and the structural parameters were determined under

ambient conditions.
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e The ICSD puts this under the high-pressure PbsOg3 structure prototype, but the bonding of the metallic atoms to the

oxygens is different in the two cases.
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B1 = 1 ag +y1 as + 21 a3 = (azl + cz1 COSB) i+by1$’+021 sinﬂi (46) Hg I
B, = —zia; + (y1 + %) as — = - (aml +c (21 — %) cos ﬁ) X+ (4e) Hg I
(21— 3) a3 b(yi+3)y—c(z—3)sinfz
By = —T1a; — Y as — 21 a3 = —(ax1+czrcosf) X—by1§ —czisinfBz (4e) HgI
By = ma—(p—3)at+(n+i)as = (az1 + ¢ (21 + 3) cos B) % — (de) Hg I
b(y1—3) §+c(z1+3)sinfz
By = Toaj + Yz as + 22 a3 = (axe + czacos B) X+ bya § + czosin S 2 (4e) Mn I
Bg = —zoa; + (yg + %) ag — = - (cwcg +c (22 — %) cos ﬁ) X+ (4e) Mn I
(22— 3) a3 b(y2+3) ¥ —c(22—3)sinB2
B, = —Tpa; — Yz as — 22 a3 = —(axg+czocosf) X —bys § — czosin Bz (4e) Mn I
Bs = ma—(p2—1)ax+(x2+i)as = (azg +c (22 + 3) cos B) X — (4e) Mn I
b(y2—3) §+c(22+3)sinfz
By = r3ai + yzas + 23 as = (axs + czzcos B) X+ bys§ + cz3sin S 2 (4e) (OB
Bio = —zza; + (ys+3) a2 — = — (aw3 4+ c (23 — 3) cos B) X+ (4e) OI1I
(23— 3) as b(ys+3)§—clzs—3)sinBa
By = —r3a; —yzas — 23 as = —(axz+czzcosf) X —bysy — czzsin Bz (4e) OI1I
Blg = :vgal—(yg— %) a2+(23+%) as = (a:z:3+c(23+%) COSﬂ) X — (46) Ol
b(ygf %) y+c(23+%)sinﬂ2
Bz = Tgay + ygas + 24a3 = (axg + czacosB) X+ bys § + cz4sin Sz (4e) O1II
B4y = —x4ay + (y4 + %) as — = — (ax4 +ec (z4 — %) cos B) X+ (4e) O1II
(24—%) as b(y4+%)5f—c(z4—%)sinﬁi
Bis = —rga; —ygap — 2483 = —(axg+czqgcosf) X —bys§ — czqsin Bz (4e) oIl
Big = 24 alf(y4 - %) a2+(z4+ %) az = (ax4+c(z4+ %) cosﬁ) X — (4e) O1I1
b(ys — L) 9 +e(za+L)sinfa
By = Tsay + ysas + 25 as = (axs + czscos B) X+ bys§ + cz5sin 5 (4e) O III
Bis = —rsa; + (y5 + %) as — = — (ax5 +c (2:5 — %) cos B) X+ (4e) O III
(25—%) as b(y5+%)$’—c(zf)—%)sinﬁ2
Blg = —Tsa] —Ysax — 2Z5as = - (CL.’,EE', + cz5 cos 5) X — by5 y — CZ5 Sinﬂi (46) O III
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B20 = Isag — (y5 — %) as + (Z5 + %) as = (a:z:5 +c (25 + %) COSﬂ) X — (46) O III
b(y — %) 5’+C(Z5+%)sinﬁﬁ
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