ClO, Structure:
AB2 0P24 61 _c_2c¢-002

Cite this page as:
e H. Eckert, S. Divilov, M. J. Mehl, D. Hicks, A. C. Zettel, M. Esters, X. Campilongo, and S. Curtarolo, The AFLOW Library of
Crystallographic Prototypes: Part 4, Comput. Mater. Sci. 240, 112988 (2024), doi: [10.1016/j.commatsci.2024.112988.

e D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of Crystallographic
Prototypes: Part 8, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.

https://aflow.org/prototype-encyclopedia/G10N

https://aflow.org/prototype-encyclopedia/AB2_0P24_61_c_2c-002

Prototype Cl104

AFLOW prototype label AB2_0P24_61_c¢_2c¢-002
ICSD 67666

CCDC 1629643

Pearson symbol oP24

Space group number 61

Space group symbol Pbca

AFLOW prototype command aflow --proto=AB2_oP24_61_c_2c-002
--params=a, b/a, c¢/a, T1,y1, 21, T2, Y2, 22, T3, Y3, 23

e We use the data taken by (Rehr, 1992) at —150°C. The the lattice constants in the CIF provided to the ICSD are slightly
different than the ones in the published paper. We use the published values.

e [AuSny and |ClOs| have the same AFLOW prototype label, AB2_0P24 61_c_2c. They are generated by the same symmetry
operations with different sets of parameters (--params) specified in their corresponding CIF files.
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Simple Orthorhombic primitive vectors

aﬂial
a; = aX
az = by
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a; + yias + 21 a3 = ar1 X+ by y +cz (8c) ClI
B, = f(azlf%)alfylaqu = fa(xlf%)fcfbylerc(zlJr%)i (8¢) Cll
(21 +3) as
B; = —x1a1+(y1+%) as — = —aw1i+b(y1+%)y—c(zl—%) Z (8¢) ClI
(21— 3) as
By, = (q:l—i—%) al—(yl—%) as—z1ag = a(ml—&—%)fi—b(yl—%)y—czli (8c) Cll
B = —ria; — ¥y as — 21 a3 = —ar X—bypy—cx z (8¢) ClI
Be = (mi+3)aitypas—(n1—3)a; = a(zi+3) &K+byy—c(a—1) 2 (8c) ClI
By = ma—(y1—3) at+(n+3)a; = ar1X—b(yp —3) J+ce(n+1) 2 (8c) ClI
Bs = —(m-Ya+(p+i)a+ = —a(wx1— ) X+b(y1+3) §+c2 (8c) ClI
21 a3
By = Toaj + Yz as + 22 a3 = axo X+ by ¥ + cz0 Z (8¢) Ol
Bio = —(I,Cz—%) a; —ysas + = —a(xg—%))‘c—bygy—l—c(zQ—l—%)Z (8c) Ol
(zg + %) as
By, = —$231+(y2+%) az — = —a3025<+b(y2+%)5’—0(2 —%)i (8¢c) OlI
(22— 3) as
Bu = (mtda-(b-a-na =  olt)i-b(p-}y-cmz (9 O
Bz = —Toa] — Yo ag — 22 a3 = —axoX —bys ¥ —c202 (8c) Ol
By = (z2+3) ai+ypar—(22—3) a3 = a(za+3) X+bypy—c(za—1)2 (8c) 01l
Bis = zea;—(y2—3) ax+(z2+3)az = avaX —b(y2—3) §+c(z2+3)2 (8c) oI
Big = 7(1727%) a1+(y2+%) a+ = —a(xzf%)&+b(y2+%)y+0222 (8¢) Ol
29 a3
By = r3a; + y3as + 23 as = arsX +bysy + cz3Z (8c) oIl
Bis = —(mg—%) a; —ysag + = —a(xg—%)fc—b%y—l—c(zg—l—%)i (8c) O1II
(23 + 3) as
By = —rza; + (y3+%) az — = *a$3i+b(y3+%) 5’*0(23* %) z (8¢c) ol
(23— 3) as
By = ((Eg-’-%) al—(yg—%) ag—zzagz = a(:r3+%)>‘<—b(y3—%)y—0232 (8¢) O1II
By, = —r3a; —yzas — 23 a3 = —ar3X —bysy —c23Z (8c) onl
Bay = (a:3—|—%) a1—|—y3a2—(z3—%) as = CL($3+%) i+by3y—c(23— %) Z (8¢) Ol
Bas = asai—(ys— 1) ar+(ss+3)a; = arsX—b(ys—3) y+c(z+3) 2 (8¢) O1I



B24 = 7(1737%) a1+(y3+%) a2+ - *a($37%)ﬁ+b(y3+%)y+0232 (8C) OII
Z3 as
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