B-SigNy Structure:
A4B3_hP14.173_bc_c-001

This structure originally had the label A4B3_hP14_173 bc_c. Calls to that address will be redirected here.
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Prototype N4Sis

AFLOW prototype label A4B3_hP14_173_bc_c-001
ICSD none

Pearson symbol hP14

Space group number 173

Space group symbol P63

AFLOW prototype command aflow --proto=A4B3_hP14_173_bc_c-001
--params=a, ¢/a, 21, T2, Y2, 22, T3, Y3, Z3
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https://aflow.org/p/A4B3_hP14_173_bc_c-001

Other compounds with this structure
Nb3T64

e (Yang, 1995) places this structure in space group P63/m #176. His structure is nearly indistinguishable from this one.
e SizN, also exists as nierite, a-SizNy.

e Space group P63 #173 allows an arbitrary choice for the origin of the z-axis. We use this to set z; = 0 for the N-I site.

Hexagonal primitive vectors
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%aZ
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a1 = lagx-Bay
az = %afc + éay
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = jait+3a+21a; = 7ax+fay+czlz (2b) NI
B, = Z2aj+3ax+ (21 +3) as = %ax—iay—i—c(zl—i—i)i (2b) NI
Bs = T2a; +Y2az + 22 a3 = sa(za+1y) X — ?a(@ —Y2) ¥ +czo 2 (6¢) NI
B, = —y2a1 + (v2 — y2) az + 22 a3 = Ta(wa —2y0) X+ faxg V+cniz (6¢) NII
Bs = —(z2—)a —a0ay+2maz = —la (25 — 1) X — fayg ¥+ cui (6¢) N II
B = —zoa; —ysas+ (22 + 1) a3 = ta(zs+y2) X + 21 a(rs —y2) ¥+ (6¢) N II
c(z2+3)2
Br = wpai—(z2—y2) as+(22+3) a3 = ga(—z2+2y) X L ava§+c(z2+3) 2 (6c) NII
Bs = (z2—wp)aitzart(z2o+3)as = L1a2wo—yo) X+ %ayg Jtc(zn+i)2 (6¢) N II
By = r3ay +ysag + z3as = sa(zs+ys) X— @a(x;j —y3) ¥+l (6c) Sil
Bio —yzay + (v3 —y3) az + z3 a3 = sa(zs —2ys) X+ §a$35’ +cz3 % (6¢) Sil
B, = — (3 —y3) a1 — 34y + 23 a3 = —%a (223 —y3) X — iaygy—kczgz (6¢) Sil
By = —Tza; —Yysaz + (23 + %) ag = sa (3 +y3) X+ %a (r3 —y3) ¥+ (6¢) Sil
c (23 + 5) Z
Bis = ysai—(w3—ys3) act+(z3+3) a3 = sa(—z3+2y3) X— ?CWUS J+c(z+3)2 (6¢) Sil
Bis = (x3—y3) ajtas a2+(23 + %) ag = %a (223 —y3) X+ iayg v+e (23 + ) (6¢) Sil
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