COCI Structure:

ABC oP24 61 ¢.c c-001

This structure originally had the label ABC_oP24_61_c_c_c. 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.

https://aflow.org/p/EHTG

https://aflow.org/p/ABC_oP24_61_c_c_c-001
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Prototype CCl10

AFLOW prototype label
CCDC

Pearson symbol

Space group number
Space group symbol

AFLOW prototype command

ABC_oP24.61_c_c_c-001
1226359

oP24

61

Pbca

aflow --proto=ABC_oP24_61_c_c_c-001

—~params=a, b/a7 C/a7 T1,Y1,%21,22,Y2,22,T3,Y3, 23

e (Groth, 1962) are not confident about the atomic positions, saying that “The computed values for the oxalyl chloride
molecule . .. [are probably] less reliable than those listed for the bromide molecule [COBr].” In fact, we have not been
able to reconcile their crystal structure for COBr with the distances between the atoms, so we have left that structure out

of the database at this time.

Simple Orthorhombic primitive vectors
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a; = ax
az = by
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = T1a; +yias + 21 as = ary1 X+ by y +cz1 Z (8¢) Cl
B, = 7(I17%)alfylag+ = fa(aslf%))‘(fbylerc(zlJr%)ﬁ (8¢) CI
(=1 +3) as
B; = —zia;+ (y1+3) a2 — = —ar1X+b(yi+3)y—c(z1—3) 2 (8c) ClI
(1 1) o
By, = (xl—l—%) al—(yl—%) as—z1ag = a(xl—&—%)f(—b(yl—%)y—czli (8c) CI
B = —ri1a; — ¥y as — 21 a3 = —ar1X—bypny—cz Z (8¢) Cl
Bg = (:nlJrl) a1+y1a27(zlf%) az = (:r1+1) )‘(erylyfc(zlf%) Z (8¢) CI
B = zia;— (yl—*)a2+(21+ ) = axlx—b(yl—f)y—i—c(zl—i— )“ (8c) CI
Bs = —(m-Ya+(pm+i)a+ = —a(w1— ) X+b(y1+3) §+ca2 (8¢) CI
Z1as
By = Toay + Yy as + 20 ag = aro X + by § + c22 Z (8¢) Cll
Bio = —(acg—%) a; —ygag + = (1‘2—*) X — bygy—i—c(zQ—i— ) (8c) Cll
(22 + %) as
Bi1 = —x9ay + (y2 + %) as — = —axoX+0b (yg + ) —c (22 — %) Z (8c) Cll
(22— 3) as
Bz = (m24+3)ai—(y2—3) ax—2a; = a(z2+3)X—bya—1) 9 —cn2 (8¢) Cl1
Bz = —Zoa] — Yo Ay — 2o a3 = —axoX —bys ¥ —c20Z (8¢) ClI
Bia = (z2+3) ai+ypar—(22—3) a3 = a(za+3) X+byey—c(za—1) 2 (8¢) Cl1
Bis = 3328.1—(]./2—*) ag+(Z2+ ) = ax2§(—b(2—7)y—|—c(22+ ) (8¢) ClI
Bie = —(z2—3)ai+(p+3)a+ = —a(z— ) X+0b(ya+3) 9 +cxi (8c) ClI
29 a3
By = r3a; + y3zas + 23 as = arsX +bysy + cz3 (8c) (01
Bis = —(1‘3—%) a; —ysag + = —a(xg—%)fc—bygy—l—c(z;»,—l—%)i (8¢) OI1I
(23 +3) a
Big = —zzar+ (ys+3) a2 — = —arsX+b(ys+3) 9y —c(s—3) 2 (8c) Ol
(23— 3) as
Boo = (z3+3)ai—(y3—3) as—z3a3 = a(zs+3) %x—bys—2) §y—ca2 (8c) Ol
By = —x3a; — Yz az — z3 a3 = —ar3X —bysy —cz3Z (8c) OI1I
By = (23+3)ai+ysas—(z3—3)a; = a(zs+3)X+bysy—c(zs—3) 2 (8c) 01
Bos = :vgalf(ygfl) a2+(23+%)a = a$3X*b(y3**)y+C( +%)2 (8¢) (OB
Bos = —(z3—3)ar+(y3+3)a+ = —a(zs3—3)%X+0b(ys+3) §+ezs (8c) 01

z3a3
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