Li5SO4-HoO (H4g) Structure:
A2B2C5D mP20 4 2a_2a_5a_a-001

This structure originally had the label A2B2C5D_ mP20_4_2a_2a_5a_a. Calls to that address will be redirected here.
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Prototype H2L1205S
AFLOW prototype label A2B2C5D_mP20._4 2a_2a_5a_a-001
Strukturbericht designation H4g
ICSD 201532
Pearson symbol mP20
Space group number 4
Space group symbol P2,

AFLOW prototype command aflow —-proto=A2B2C5D_mP20_4_2a_2a_ba_a-001
—Tparams=a, b/a7 C/a7 ﬁv T1,Y1,%21,T2,Y2,22,T3,Y3,23,T4,Y4,24,T5,Y5,25, L6, Y6, 26, LT,
Y7, 27,28,Y8, 28,9, Y9, 29, 105 Y10, 210

e We use the data from (Lundgren, 1984) at 20K, including the positions of the hydrogen atoms not found in the original
H4g structure in (Gottfried, 1937).

e Space group P2; #4 allows the y coordinates to have an arbitrary origin. We follow (Lundgren, 1984) and set the y
coordinate of the sulfur atom, yq, to zero.
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Simple Monoclinic primitive vectors
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = ri1a; +yiaz + z1as (azl + cz1 COSB) }2+by1$’+621 sin 8z (2&) HI
B, = —zia; + (y1 + %) as — 21 a3 —(azq +czrcosfB) X+ b (y1 + %) y— (2a) HI
cz18in B 7%
B; = Toa + ysas + 2o as (axg + czacosB) X+ by2§ + czosin 5z (2a) HII
B, = —zoa; + (yg + %) as — 29 a3 —(axg + czocosB) X+ b (yg + %) v — (2a) HII
czosin B Z
Bs = r3a + yzas + 23 as (axs + czzcos B) X+ bys§ + cz3sin Sz (2a) Lil
Bg = —z3za; + (y3 + %) ar — 23 a3 — (ax3 +czzcosB) X+ b (yg + %) v - (2a) Lil
cz3sin Bz
B, = Tga) + ygas + 24 a3 (axg + czgco8B) X+ bys § + cz4sin Sz (2a) LiIl
Bgs = —x4a7 + (y4 + %) as — 24 a3 —(azy + czq4cosB) X+ b (y4 + %) y— (2a) Lill
czy8in B 7
By = Tsay + ysas + 25 ag (axs + cz5c08 8) X+ bys § + cz5sin B 2 (2a) (0N
BlO = —T5a; + (y5 + %) ag — Z5asg - (CLI5 + cz5 cos ﬂ) X+b (y5 + %) 5’ - (28,) Ol
cz58in B 7
Bi1 = Tgay + yg as + 2¢ as (axg + czgcos B) X+ bys ¥ + czgsin 5z (2a) Ol
B, = —ZTga + (ya + %) az — zg a3 — (awe +czg cos B) X+ (yﬁ + %) y - (22) Ol
czgsin B z
Bz = T7a + yras + 27 as (ax7 + czrcos B) X+ byr § + czrsin Sz (2a) O III
Biu = —zrai+(yr+ 1) ax—zrag —(aw7 +czrcos ) X +b(yr +3) § - (22) O I
czrsin Bz
Bis = Tgai + ysas + zgag (axg + czgcos B) X+ bys § + czgsin 5 Z (2a) o1V
B = —zga; + (yg + %) as — 2g as — (axg + czgcos B) X+ b (yg + %) y— (2a) (ONAY
czgsin B 7
By = Tgaj + yg as + 29 as (axg + czgcos B) X+ byg ¥ + czosin 5 (2a) ov
BlS = —Zgaj + (yg + %) ag — Zg ag — (Cl.I‘g + czg CcOoS B) X+b (yg + %) }7 — (2&) oV
czg sin B Z
By = T1pa1 + Y10 a2 + 210 a3 (ax19 + cz10cos B) X+ by10 ¥ + cz1osin 2 (2a) S1
By = -—xp0ar+ (y10 + %) as — z10as — (az10 + cziocos B) X+ b (l/lo + %) y- (2a) S1

CZ10 sin ﬁ Z
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