Pd(NH3),Cly-HoO (H4g) Structure:
A2BCAD tP16.127 ¢ ¢.j b-001

This structure originally had the label A2BC4D_tP16_127 h_d_i_a. 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.
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Prototype Cly(H20)(NH;3)4Pd
AFLOW prototype label A2BC4D_tP16_.127_g_c_j_b-001
Strukturbericht designation H4g

ICSD 15990

Pearson symbol tP16

Space group number 127

Space group symbol P4/mbm

AFLOW prototype command  aflow --proto=A2BC4D_tP16_127_g_c_j_b-001
--params=a, ¢/a, T3, T4, Ya

e The positions of the hydrogen atoms have not been measured, assuming they are actually fixed. We group them together
with the central atoms of their molecules.
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Simple Tetragonal primitive vectors
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al
a; = ax +.

as = ay

ag = cZ ‘ °

Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 1ay = ica (2b) Pd1
B, = laj+Llas+}a = 30X+ 50 + 5c2 (2b) Pd1
Bs = fas+ 3 ag = 30 + 3¢z (2¢) HI
B, = 3ai+ 3as = saX+ 5c2 (2c) HI
B = z3a; + (z3+ 1) ar = arsk+a(zzs+1)y (4g) ClI
Bg = —rsa; — (.’L’g — %) as = —ar3X —a (m — %) v (4g) Cll
By = — (23— 3) a1 + a3 = —a(v3 —3) X+az3y (4g) CH
Bg = (x3+%) a; — r3a = a(:c3+%) X—ax3y (4g) Cll
By = Tgay +ygas + %ag = ars X+ ay, y + %ci (8j) NHI
B = —zga; —ysap + 5 as = —azs X —ays ¥ + ez (8) NH I
By, = —ysa; + 48y + 5 ag = —ays X +azs § + ez (8) NH 1
B = Ysa; — T4ag + %33 = ays X —ary y + %02 (8j) NHI
B = ~(u-Datlutdms = aln-d)xea(nrd) gl 5  NHI
243
Biy = (zat3)ar—(ya—3)atzas = a(wa+3)X—a(ya—3)3+3c2 (8)) NHI
Bio = (utdat(nthmtba = alurdxraleth)yeies @) NI
B = - Ba- (Dt = aln-Px-alm-byiles @) NI
243
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