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Prototype NbSes

AFLOW prototype label AB2_hP24_194_bh_fk-001
ICSD 16305

Pearson symbol hP24

Space group number 194

Space group symbol P63 /mmc

AFLOW prototype command aflow —--proto=AB2_hP24_194_bh_£fk-001
--params=a, ¢/a, z3, T3, T4, 24

e NbSe; is in the high temperature NbSy structure above 40K. Below 40K the primitive cell doubles in the a and b
directions, and the niobium atoms are no longer equivalent, giving this structure.



https://aflow.org/p/YM9E
https://aflow.org/p/AB2_hP24_194_bh_fk-001
https://aflow.org/p/AB2_hP6_194_b_f-002

e The data for this structure was taken at 15K.

Hexagonal primitive vectors

a; = %a)‘c — éay
as = %afc + ?ay
ag = cZz
Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B; = 1a; = ick (2b) Nb I
By = 3 aj = 3ca (2b) Nb I
B; = %al—i—%ag—i—zgag = %afc—&—?aA—i—czQZ (4f) Sel
B, = %a1+%a2—|—(zg+%) as = %af{—%ay—kc(zz—i—%)i (4f) Sel
Bs = %a1+%32*2233 = %a&*%ayfcﬁz (4f) Sel
Bg = %al—i—%ag—(zQ—%) as = %ai—i—?ay—c(@—%)i (4f) Sel
B, = z3a; + 2z3a + 1 ag = Saws Xk + ?axg y+icz (6h) Nb II
Bsg = —2rza; — r3as + %ag = —%amgi—i- @azgy—k %ci (6h) Nb II
By = z3a; —x3ax + +ag = —V3az3§ + ick (6h) Nb II
Bio = —r3a; — 2zr3as + %ag = —%ax;; X — ?axg v + %Ci (6h) Nb II
By = 2r3a; + r3ax + 2 ag = Sarzk — ?axg y+3cz (6h) Nb II
B, = —x3a; + r3as + % as = V3azsy + %ci (6h) Nb II
Bz = T4ay + 2x4a9 + 24 a3 = %a:c4§<+ @auy—i—cai (12k) Se 11
By = —2x4a1 —T4a9 + 24 a3 = —%am X+ ?am V+czi (12k) Se II
By = Taa] — Tgan + 24 a3 = —V3Bax, § + cz4 2 (12k) Se II
Big = —wsa;—2zs80+ (za+1i)ay = —Sazy %k — @a‘uy +c(aa+i) 2 (12k) Se 11
By = 2z4a; +z4as + (24 + %) as = %aui — @auy +c (24 + %) Z (12k) Se 11
Bis = —x4a1 +x4a0 + (24 + %) as = V3az,§ + ¢ (z4 + %) Z (12k) Se I1
By = 2r4a; + T4 — 24 a3 = %ax4 X — ?axél V—cz42 (12k) Se II
By = —x4a1 — 2r4a9 — 24 a3 = f%am X — @au y—cz42 (12k) Se II
By = —rg4a; + 2480 — 2483 = V3ax,§ — cza 2 (12k) Se 11
B, = —2x4a] — T4ay — (24 — %) as = —%amf( + @amy —c (2:4 — %) Z (12k) Se II
Bos = T4y + 2x4 a9 — (z4 — %) as = %amf{ + @amy —c (24 — %) Z (12k) Se II
Boy = Tad] — Tadg — (24 — %) as = —V3az,§ — ¢ (24 — %) Z (12k) Se 11
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