Monoclinic NaNiOy Structure:
ABC2 m(C8_12 a_c.1-004
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Prototype

AFLOW prototype label
ICSD

CCDC

Pearson symbol

Space group number

Space group symbol

AFLOW prototype command

NaNiOQ

ABC2_mC8_12_a_c_i-004
415072

1729252

mC8

12

C2/m

https://aflow.org/prototype-encyclopedia/9GYS

https://aflow.org/prototype-encyclopedia/ABC2_-mC8_12_a_c_i-004

aflow —--proto=ABC2_mC8_12_a_c_i-004

--params=a, b/a,c/a, 3,23, 23

Other compounds with this structure
AgCuOs, AgMnOs, CdHgO2, CuMnOs (crednerite), LiCuOy, LiMnOs, LiMoOs, NaCoOs, NaCuOs, NaMnOs, NaTiOz, NaVO,

e Above 220°C NaNiOg transforms into the rhombohedral |[LiNiOs structure, (Dyer, 1954).

e In the current structure, the AFLOW protocol label algorithm switches the nickel atom from the (2d) Wyckoff position
to the (2c) site. This requires a shift of the lattice vector @3 — ds — ;.
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Base-centered Monoclinic primitive vectors

a, =  lax-lby w
a; = %a X+ %b y
ag = ccosfBX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) Na I
B, = 1ag = fccosBR+ fcsinfBz (2¢) Nil
B; = T3a, + r3ag + z3as = (axs + czzcos ) X+ czgsin Sz (41) OI
By, = —x3a] — T3ag — 23 a3 = — (axs 4 czzcos ) X — czzsin S 2 (4) OI1I
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