NH,Br (B25) Structure:
AB4C tP12.129 ¢ i a-001

This structure originally had the label AB4C_tP12_129_c_i_a. Calls to that address will be redirected here.
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Prototype BrH4N

AFLOW prototype label AB4C_tP12_129_c_i_a-001
Strukturbericht designation B25

ICSD 26579

Pearson symbol tP12

Space group number 129

Space group symbol P4/nmm

AFLOW prototype command aflow --proto=AB4C_tP12_129_c_i_a-001
--params=a, c/a, 22, Y3, 23

Other compounds with this structure
NH4I

e Data was taken at -100°C using deuterium.

e The atomic positions were given for setting 1 of space group #129. We have shifted this to setting 2, placing the origin at
the inversion site of the structure.
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Simple Tetragonal primitive vectors
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B: = Sa+ja fax+ jay (2a) N1
B = 1a;+3ay ja%+2ay (2a) N1
Bs = T+ as+zmas TaX+ jay +cn (2¢) Brl
By = 3a;+3ay — zag jax+fay —cnz (2¢) Bri
Bs = 1a1+ysas +z3a3 jaR+aysy +cz (81) HI
B = l1a;— (y3—3) as+ 2323 tax—a(ys—3) §+ezi (8i) HI
B = —(y3—3) a1+ tas+ 238 —a(ys—3) X+ a9 +czd (8i) HI
Bs ygal—i-%ag—i—z?,ag aygfc—i—iay—i—cz;;i (8i) HI
By = Sa;+ (ys+3) az — z3a3 Jak+a(ys+3)y—cz2 (81) HI
Bio = %al —Ysaz —z3as %ai*a%f’*c%i (81) HI
B = (y3+%) a1+%a2—23a3 a(y3+%)f<+%a§’—023z (8i) HI
Bz = —ysa; + 2ay — z3a3 —ays X+ 3ay — cz32 (8i) HI
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