Zn(BrOs)s - 6H20 (J119) Structure:
A2B6C6D _¢P60 205 ¢ d d a-001

This structure originally had the label A2B6C6D_cP60_205_c_d_d_a. Calls to that address will be redirected here.
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Prototype Bra(H20)606Zn

AFLOW prototype label A2B6C6D_cP60_205_c_d_d_a-001
Strukturbericht designation AT

ICSD 15981

Pearson symbol cP60

Space group number 205

Space group symbol Pa3

AFLOW prototype command  aflow --proto=A2B6C6D_cP60_205_c_d_d_a-001

—Tparams=a, T2, X3, Y3, 23, T4, Y4, 24

e The positions of the hydrogen atoms in the water molecules were not determined, so we only provide the positions of the
oxygen atom (labeled as H2O).
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Simple Cubic primitive vectors

a; = aX
as = ay
ag = az
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (4a) Zn1
B, = %al —l—%ag = %ai—i— %ai (4a) Zn 1
Bs = $as+ 3 a3 = 309 + a2 (4a) Zn 1
B, = %al —I—%az = %ai%—%a& (4a) Zn 1
By = Toay + Toas + T as = aroX + aresy + axrq z (8c) Brl
Bg = —(xg—%) a; —Tgag + = —a(xg—%)i—amggf—ka(xz—i—%)i (8c) Brl
(:cg + %) as
B, = —xgal—l—(mg—k%) as — = —angc—l—a(xg—l—%)y—a(xg—%) Z (8c) Brl
(w2 = 3) as
Bg = (:z:ng%) 81*(152*%) ar—Tgaz = a(x2+%) )“cfa(ng%) V—axroZ (8¢) Brl
By = —T9a] — Tgay — Tp as = —axoX —arey —axo Z (8¢) Br 1
Bio = (l‘g—‘r%) a;+o ag—(xg — %) ag = a(xg—&—%) &+ax2y—a(x2 — %) Z (8c) Brl
By = xgal—(x —%) 32-‘1-(332-1-%) ag = a@ﬁ—a(m—%)y—i—a(@—i—%)i (8¢) Brl
Biz = —(m2-Ya+(z+i)at+ = —a(z— ) x+a(za+i)y+arz (8c) Brl
T2 ag
Bz = r3ay + yzas + 23 a3 = arsX+aysy +az3z (24d) HI
By = —(Z‘3—%) a; —yszas + = —a(x;;—%)fc—ay;;y—l—a(zg—k%)i (24d) HI
(23+3) as
Bis = fx3a1+(y3+%) as — = faasg)“(+a(y3+%) yfa(z f%) Z (24d) HI
(23— 3) as
Big = (m—l—%) al—(yg—%) ag—zzag = a(xg—&—%)fc—a(yg—%)y—a@,i (24d) HI
By = zz3a; + x3as + yzas = azz3X+ax3y +aysz (24d) HI
Bis = (z;:,—l—%) al—(:zrg—%) as —ysag 0,(2’34—%) i—a(xg—%) ¥ —aysz (24d) HI
By = —(3—3) a1 —zzar + = —a(z—3)%x—azsy+a(ys+1)2 (24d) HI
(3 +3) as
By = —z;;al—l—(gcg—i—%) as — = —az;;fc—i—a(xg—i—%)y—a(y —%) Z (24d) HI
(93 —3) as
By, = Y3 aj + 23 as + T3 a3 = aysX +az3y + axszz (24d) HI
By = —ysa; + (23+%) ar — = —ay3i+a(23+%) y—a(xg—%) Z (24d) HI
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Bss = (Z4+%) a1+:174a27(y4f%) az = a(24+%) )”(+ax4y—a(y4f%) Z (24d) Ol
Bsg = z4a1—(:v4—%) a2—|—(y4+%) a3 = a24i—a(x4—%)y+a(y4+%)2 (24d) Ol
Bsr = —Ysa1 — z4 9 — T4 a3 = —aysX —az4y —axrsZ (24d) OI
Bss = y4a1—(z4—%) a2+(x4+%) a3 = ay4§c—a(24—%)y+a(x4+%)i (24d) Ol1
Bso = f(y4—%) a1+(24+%) as + = —a(y4f%)§c+a(24+%)y+az42 (24d) Ol
T4a3
Beo = (ya+3i)aitzmar—(z4—3)as = alys+3) x+anuy—a(za—3) 2 (24d) 01
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