NbSes Structure:
AB3.mP24 11_3e_9¢-001
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Prototype NbSes
AFLOW prototype label AB3_.mP24_11_3e_9e-001
ICSD 76579
CCDC 1637138
Pearson symbol mP24
Space group number 11
Space group symbol P2y /m

AFLOW prototype command  aflow --proto=AB3_mP24_11_3e_9e-001
——-params=a, b/a, c/a, B, L1,R1,X2,22,L3,23,L4y24,T5,25,L6,26,L7,27, L8, 28, L9, 29, L10,
2105 T115 211, L125 Z12

Other compounds with this structure
Ta83
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e We use the structure data taken by (Hodeau, 1978) at 100K.

Simple Monoclinic primitive vectors

a; = aX
az = by
ag = ccosfBX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a; + iag + 21 a3 = (ax1 + cz1cosB) X + iby—kczl sin 3 Z (2e) Nb I
B, = —zia; + %ag — 21 a3 = —(ax1 4 cz1co8fB) X + %byfczl sin B2 (2e) Nb I
B = Toa; + iag + 29 a3 = (axg 4 czocos B) X + iby—i—czQ sin 8 Z (2e) Nb II
B, = —x0a; + %ag — 29 a3 = — (axs + czacos B) X + %bff— czosin Bz (2e) Nb II
B; = T3a; + 1 as + z3 a3 = (aws + czgcos B) X+ 1by + czgsin 2 (2e) Nb III
Bsg = —z3a; + % ar — z3 a3 = —(aws+czzcosfB) X+ %by —c238in B2 (2e) Nb III
B = Taa; + iag + z4 a3 = (axy + czq4cos B) X + iby—i—czz; sin Bz (2e) Sel
Bg = —x4a1 + %ag — 24 a3 = — (axqg + cz4cos B) X + %b&—casinﬁi (2e) Sel
By, = T5a; + §as + 25 a3 = (aw5 + cz5cos B) X+ 1by + cz5sin B2 (2e) Se II
B = —x5a; + %32 — 25 as = —(ams+czzco8f) X+ %byfcz5 sin 8 Z (2e) Se I1
Bii = Teag + iag + zg as = (axg + czgcos B) X + iby—i—czc; sin 3z (2e) Se III
By = —xgag + % as — g as = — (axg + czg cos B) X + %bff —cz68in B2 (2e) Se III
Bz = rra; + iaz + z7 a3 = (ax7 4 cz7cos B) X + iby+cz7 sin 32 (2e) Se IV
B = —z7a; + %32 — 27 a3 = —(am7+czrcosfB) X+ %by— czrsin Bz (2e) Se IV
Bis = rgay + iag + zg as = (axs + czgcos B) X + %by—i—czS sin B (2e) Se V
Big = —xga) + %ag — 2g a3 = — (axg 4+ czgcos B) X + %by— czgsin Bz (2e) Se V
By = Tgaj + %ag + zg as = (axg + czg cos B) X + iby+c29 sin 8 Z (2e) Se VI
Bis = —Tgag + %32 — 29 as = —(amg+ czgcosfB) X+ %by— czgsin Bz (2e) Se VI
By = Tipal + i ar + 2109 a3 = (az10+czipcosf) X+ %by +cz1psinz (2e) Se VII
By = —x10a1 + % as — 210 as = —(ax10+ cz1pcosf) X+ %by —cz108in Bz (2e) Se VII
By = ri1a; + %ag + 211 a3 = (ax11 +cz1cosfB) X+ %b)‘r + cz118in B Z (2e) Se VIII
By, = —za; + 2ay — 211 a3 = —(az11 +cz1cosB) X+ 3by —czsinf2 (2e) Se VIII
By = Tisa; + i as + 212 as = (ax12+czipcosf) X+ %by + czio8in 8z (2e) Se IX
Boy = —z10a; + % ar — 212 a3 = —(ax1a + cz1aco8f) X+ %by —cz128infZ (2e) Se IX
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