ReoO5(S0y )9 Structure:
A13B2C2 0P34 32 abc c c-001

This structure originally had the label A13B2C2_0P34_32_a6c_c_c. Calls to that address will be redirected here.
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Prototype O13ResSs

AFLOW prototype label A13B2C2_0P34_32_a6c_c_c-001
ICSD 421956

Pearson symbol oP34

Space group number 32

Space group symbol Pba2

AFLOW prototype command aflow --proto=A13B2C2_oP34_32_a6c_c_c-001
—~params=a, b/a7 C/av 21,X2,Y2,22,X3,Y3,23,T4,Y4,24,T5,Y5,25,T6,Y6, 26, L7, Y7, 27, T8,
Ys, 28, L9, Y9, 29

Simple Orthorhombic primitive vectors
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a; = ax
az = by
az = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = z1 a3 = c 7 (2a) Ol
B, = %al—l—%ag—l—zlag = %ai—i—%by—i—czli (2a) 01
B = Toaj + yoas + 20 ag = aro X+ bys y + c20 Z (4c) O1II
B, = —roa; —yoas + 29 a3 = —aroX — by +c20% (4¢) O1II
By = (m—l—%) al—(yg—%) as+29as a(:rg—k%) f{—b(yg—%) y+cxni (4c) O1II
B = —(:I:g—%) al—i—(yg—f—%) as+ = —a(xg—%)f(—l—b(yg—&—%)y—&—czQi (4c) O1II
29 a3
B, = r3a; +yszas + 23 as = arzX + bysy + cz3 Z (4¢) O III
Bgs = —x3a; — ysas + 23 az = —ax3X —bysy +cz32 (4¢) O III
By = (3?3-‘1-%) al—(yg—%) as+23as a(xg—&—%) &—b(yg—%) v +c23z (4c) O III
B = —(1‘3—%) al—l—(yg—I—%) a; + = —a(xg—%)fc—kb(yg—&—%)y—&—cz'gi (4c) O III
23 a3
By = Tga) + ygas + 243 = axs X +bysy + cz4 (4c) o1V
B = —zga; —ysas + 24 a3 = —arys X —bysy +cz4 % (4c) o1V
Bz = (x4—|—%) al—(y —%) as+ 24 a3 a(m—&—%)&—b(y —%)9—1—0242 (4c) o1V
By = 7(:1:4—%) a1+(y4+%) a+ = —a(x4f%)§(+b(y4+%)y+024i (4¢) o1V
24 a3
Bis = Tsap + ysas + 25 as = ars X + bys y + cz5 Z (4c) ov
Big = —Tsa; — yYsas + 25 ag = —arsX —bysy + cz5 2 (4c) ovVv
By = (1:5—|—%) al—(y5—%) as+ 25 as a(x5+%) )‘(—b(y5—%) y+czz (4¢) ovVv
Bis = —($5—%) a1+(y5+%) a+ = —a(x5—%))‘<+b(y5+%)y+cz52 (4¢) oV
25 as
Big = Tgay + Y as + 2g as = argX +bysy + czg Z (4c) O VI
By = —Tga; — ygas + 2¢as = —argX —bygy + czg 2 (4¢) O VI
By, = (xg—l—%) al—(yﬁ—%) as+ 26 as a(x6+%) :Tc—b(y —%) y+czz (4¢) O VI
Bay = —(:106—%) al—i—(yg—i—%) as+ = —a(xg—%)f(—i—b(yg—&—%)y—&—czfgi (4c) O VI
%6 Az
Ba2s = T7a + yrag + 27ag = ar7X+by; ¥+ czr (4¢) O VII
B2y = —x7a; —yrag + z7as = —ar7X —by;y +czr 2 (4c) O VII
By = (m—l—%) al—(y7—%) as+ 27 as a(m—&—%) i—b(y —%) V+carz (4c) O VII
B = —(aw—%) a1+(y7—|—%) as+ = —a(m—%) k+b(y7+%) y+czrz (4c) O VII

Z7as



Re I
Bas = —Zrga; —Ygas + zgas = —argX —bys y + cz23 Z Re I

B27 = x8a1+y8a2+28a3 = a:cgchrbyserczSZ ( )
(4c)

By = (Jfg-i-%)al—(yg—%)ag-’-Zgag, = a(xg—&—%)f(—b(yg—%)y—l—czsi (4c) Re I
(4c)

B3y = —(arg—%) a1—|—(y8—|—%) as + = —a(xg—%)fc—kb(yg—&—%)y—&—cz'gi 4c Rel
Zg as

B3, = Tgaj + ygas + 29 as = axgX + by y + cz9 (4c) S1I

Bss = —Tga; — yg as + 29 ag = —azrgX —bygy + cz9 Z (4c) S1I

B3z = (x9—|—%) al—(yg—%) ar+zgag = G;(l‘g—‘r%) &—b(yg—%) Y+cziz (4c) S1I

B3y, = 7(1:97%) a1+(y9+%) a+ = *Q(Ig*%))}+b(yg+%)y+0292 (4¢) S1I
Z9 as
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