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Prototype NSe

AFLOW prototype label AB_mC32_15_2ef_2{-001
ICSD 14325

Pearson symbol mC32

Space group number 15

Space group symbol C2/c

AFLOW prototype command  aflow --proto=AB_mC32_15_2ef_2f-001

__params=a7b/a7C/a767y1ay27w3a Y3,23,T4,Y4,%24,T5,Y5, 25

e Selenium nitride explodes when it reaches a temperature of 200°C.

e NSe can also be found in the [sulfur nitride (NS) structurel

Base-centered Monoclinic primitive vectors
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a; = %afc — %by
a =  lax+lby .
ag = ccosfBX+csinfz |
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = —yp ag +y1a2+ia3 = %ccosBierylericsinﬁi (4e) NI
B, = ylal—ylag—l—%ag = %ccosﬁi—byly—i—%csinﬁi (4e) NI
B; = —ys ay +y2a2+ia3 = %ccosﬁ&—i—bygy—i—icsinﬁi (4e) N II
B, = ygal—ygag—kgag = %ccosﬁi—bygy—l—%csinﬁi (4e) N II
Bs = (x3 —y3) a1 + (3 + y3) as + = (axs + czzcos B) X+ bys § + cz3sin S 2 (8f) N III
z3as
Bs = —(z3+ys)a;—(rs—y3)az— = — (aw3+c (23 — 3) cos B) X+ byz § — (8f) N III
(Z3_%) az C(Zg—%) sin Bz
By = —(z3—ys)ar—(x3+ys)az— = —(axz+czzcosf)X—bysy — czzsinf[z (8f) N III
Z3 as
Bs = (z3tys)art(zz—ys3)a+ = (aws 4 c (234 3) cosB) X —bys§ + (8f) N I
(&3-&-%) az c(z::,—i—%) sin B Z
By = (x4 —ya) a1 + (x4 +y4) a2 + = (axy + czgcosB) X+ bys§ + cz4sin 5z (8f) Sel
Z4 A3
Bio = —(@atwys)ar—(za—wa)az— = — (azy+c(za— 5)cos B) X+ bya § — (8f) Se I
(24*%) ag 0(247%)8111&2
Bii = —(za—ys) a1 —(za+wys)as— = —(axg+czqgcosf) XR—bysy —czqsinfz (8f) Sel
Z4 Asg
B2 = (x4 +ya) a1 + (x4 — ya) a2 + = (azq +c (24 + 5) cos B) X —bys§ + (8f) Se I
(24 +3) a3 c(z4+3)sinBz
Biz = (v5—ys5) a1+ (v5+ys) ax+ = (axs + cz5cos B) X+ bys § + cz5sin 32 (8f) Se II
%5 as
By = —(z5+ys)a;—(v5—ys5) ag— = — (aws 4+ c (25 — 3) cos B) X+ bys § — (8f) Se 1T
(Z5_%) az 0(25—%) sin Bz
Bis = —(xs5—ys)a;—(z5+ys)aa— = —(axs+czscosf) X—bysy —czssin B2z (8f) Se IT
%5 as
B = (r5 +ys) a1 + (x5 —y5) a2+ = (axs +c(z5+ 3)cos B) X —bys § + (8f) Se 11
(z5+%) az C(Z5+%) sin 32
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