NH,HF, (F5g) Structure:
A2BC_oP16_53_eh_ab_g-001

This structure originally had the label A2BC_oP16_53_eh_ab_g. Calls to that address will be redirected here.

Cite this page as: D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of
Crrystallographic Prototypes: Part 3, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.

https://aflow.org/p/DCYY

https://aflow.org/p/A2BC_oP16_53_eh_ab_g-001

Prototype FoHsN

AFLOW prototype label A2BC_oP16_53_e¢h_ab_g-001
Strukturbericht designation Fbg

ICSD 28893

Pearson symbol oP16

Space group number 53

Space group symbol Pmna

AFLOW prototype command aflow --proto=A2BC_oP16_53_eh_ab_g-001
--params=a,b/a, c/a, x3, Y1, Ys, 25

e This structure was first investigated by (Pauling, 1933) and assigned Strukturbericht designation F'5g by (Gottiried,
1937). It was reinvestigated by (Rogers, 1940). Neither paper notes the positions of the hydrogen atoms, but under the
assumption that the structure is similar to KHFy (F52), (Downs, 2003) puts some of them between pairs of fluorine
atoms. The remaining hydrogen atoms are part of the NH, radical.


http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/p/DCYY
https://aflow.org/p/A2BC_oP16_53_eh_ab_g-001
https://aflow.org/p/A2BC_tI16_140_h_d_a-001

e The crystal structure was given in the Pman setting of space group #53. We used FINDSYM to change it to the
standard Pmna structure.
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Basis vectors
Lattice Cartesian Wyckoff Atom

coordinates coordinates position type
B, = 0 = 0 (2a) HI
B, = l1a;+1a; = lax+ ez (2a) HI
B; = %al = %af{ (2b) HII
B, = 3 as = fcz (2b) HII
Bs = T3 a1 = axrs X (4e) FI
Bs = — (23— 1) a1+ 5 a3 = —a(z3— 1) %+ icz (4e) FI
B, = —x3ay = —ax3 X (4e) F1I
Bs = (z3+3) a1 + 3 a3 = a(zs+3) %+ 3cz (4e) FI
By = ja1+ysax+ a3 = FaRX+bys§ + tca (4g) NHI
Bio = ja1 —ysaz+ S ag = 1aX —bysy + ez (4g) NH 1
B, = fa1 —yaax + §a = 10X by y + ez (4g) NH 1
B, = 3a;+ysas+ S as = 3a%+bysy + Lez (4g) NHI
Bis = Ysaz + z5ag = bys § + cz5 2 (4h) F I
By = la;—ysax+ (254 3) a3 = tax—bysy+c(z+3) 2 (4h) F II
Bis = fait+ysay— (25— 3) ag = saX+bysy —c(25— 3) 2 (4h) F II
Big = —y5as — 25 ag = —bys ¥ — cz52 (4h) FII
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