Hypothetical SiOs-like WNy structure:
A2B _cI36.229_h_d-001
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Prototype NoW
AFLOW prototype label A2B_cI36.229_h_d-001
Pearson symbol cl36
Space group number 229
Space group symbol Im3m

AFLOW prototype command aflow --proto=A2B_cI36_229_h_d-001
--params=a, Yo

e This structure was studied by (Mehl, 2015) as part of an effort to understand vacancy formation in the N;_, W, system.
It was produced by removing 4 nitrogen and 10 tungsten atoms from a 64-atom supercell of the rock salt (B1) structure.
The resulting structure leaves four nitrogen atoms forming a tetrahedron around each tungsten atom, with the perfect
regular tetrahedron occuring when y, = 1/4/8 with an N-W-N bond angle of 109.47°. It is similar to the [idealized
[-cristobalite SiO structurel although the current structure has never been reported for any compound.


http://dx.doi.org/10.1016/j.commatsci.2024.112988
http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/prototype-encyclopedia/C4JM
https://aflow.org/prototype-encyclopedia/A2B_cI36_229_h_d-001
https://www.aflow.org/prototype-encyclopedia/Tutorials/AFLOW_Prototype_Label/
http://aflow.org/prototype-encyclopedia/AB_cF8_225_a_b-001
http://aflow.org/prototype-encyclopedia/A2B_cF24_227_c_a-001
http://aflow.org/prototype-encyclopedia/A2B_cF24_227_c_a-001

e The ys-value for this structure reported in (Mehl, 2015) Table VI should be replaced by 1/2 - ya, as we do here.

Body-centered Cubic primitive vectors

a; = f%af(Jr%a”Jr%aZ
ax = %ai—%ay—f—%ai
ag = %ai—i—%ay—%ai
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = laj+3ay+1lag = 1aX+ a2 (12d) W1
B, = laj+la,+2a, = j0X+jay (12d) W1
B, - Lay+lag+ dag _ Lag+ oy (12a)  WI
B, = 3a,+lay+1lag = 109 + 302 (12d) W1
By -  atlmedm - o+ o ) Wi
Bo - dmelmedm - basc+ o ) Wi
B = 2y2a1 +y2a2 +y2a3 = ay2 § + ays z (24h) N1
Bs = Y22 — Y2 a3 = —ay2 ¥ +ayz z (24h) NI
By = —y2 a2 + Y2 a3 = ay2 ¥ — ays 2 (24h) NI
By = —2y2a1 — Yo A2 — Y2 a3 = —ay2 ¥ — ays 2 (24h) NI
B = Y221 +2y2 a2 + Y2 a3 = ayz2 X + ayz 2 (24h) N1
B2 = —y2a1 + Y2 a3 = ay2 X — ayz 2 (24h) NI
Bis = Y21 — Y2 a3 = —ay2 X + ayz Z (24h) NI
B = —Y2a1 — 2y2a3 —ypa3 = —ay2 X —ays z (24h) N1
Bis = Y2 a1 + Y2 as + 2y ag = ay: X+ ay2 ¥ (24h) NI
Bis = Y2ar — Yz az = —ay2 X +ay2y (24h) NI
Bir = —yaa; + Yy = ay2 X — ay2 ¥ (24h) NT
Bis = —yoa; — yzaz — 2yz a3 = —ay2 X —ayz2y (24h) NI
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