C26, (NOy) (Obsolete) Structure:
AB2 ¢I36.199 b _¢-001

This structure previously used the label(s) AB2_cI36_.199_b_c. Calls to these addresses will be redirected here.
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Prototype NO,

AFLOW prototype label AB2_cI36.199_b_c-001
Strukturbericht designation C26,

ICSD 31175

CCDC 1605327

Pearson symbol cI36

Space group number 199

Space group symbol 12,3

AFLOW prototype command aflow --proto=AB2_cI36_199_b_c-001
—Tparams=a, T1, T2, Y2, 22



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/VGMG
https://aflow.org/prototype-encyclopedia/AB2_cI36_199_b_c-001
https://www.aflow.org/prototype-encyclopedia/Tutorials/AFLOW_Prototype_Label/
https://www.aflow.org/prototype-encyclopedia/info/cif.html#ICSD
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=31175&DatabaseToSearch=ICSD
https://www.aflow.org/prototype-encyclopedia/info/cif.html#CCDC
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=1605327&DatabaseToSearch=Published

(Hermann, 1937) listed two possible structures for the low temperature solid cubic phase of NOg, which were given
Strukturbericht designations C26, and C26y, the only structures with Roman subscripts in the original series.

e (26, (AB2_cI36-199_b_c) was set in space group /273 #199. Hermann noted that this structure has a very short distance
(1.88A) between oxygen atoms on different NOy molecules, and that this structure does not form the (NOs), aggregate
molecule found in the C26; structure, making “making this proposed structure very unlikely.”

e Recognizing this, (Hendricks, 1931) suggested that NOy was actually in space group 123 #197. (Hermann, 1997) gave
this structure the C'26; designation, but noted that based on Hendricks’s atomic positions the space group was actually
Im3 #204.

e The modern accepted structure for NOo, AB2_cI36_204_d_g, is set in space group Im3, confirming Hendricks.

Body-centered Cubic primitive vectors
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
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