COCI Structure:

ABC oP24 61 ¢.c c-001

This structure previously used the label(s) ABC_oP24_61_c_c_c. Calls to these addresses will be redirected here.
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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

af?
a;y = ax
az = by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = T1a; + Y1 as + 21 as = ar1X+by1y+cznz (8c) CI
B, = —(a:l—%)al—ylag—i— = —a(xl—%)fc—byly—l—c(zl—ké)i (8¢) Cl
(214 3) a3
B = fx1a1+(y1+%) as — = faxl)‘chb(quL%)yfc(zlf%)Z (8¢) CI
(5 1)
By, = (ml—l—%) al—(yl—%) az—z1ag = a(ml—&—%)f{—b(yl—%)y—czli (8c) CI
B5 = —Xi1A] —Yjaz —zi1as = —axiy X — byl y — C21 Z (80) ClI
BG = (.T1—|—%) a1—|—y1a2—(z1—%) as = a(asl—&—%)f(—kbyly—c(zl—%)i (8(3) ClI
B, = xlal—(yl—%) a2—|—(zl—|—%) a3 = axlfc—b(yl—%)y—l—c(zl—i—%)i (8c) CI
Bs = —-(m-Ya+pm+i)a+ = —a(zx1—3)X+b(y+3) §+cn2 (8c) CI
Z1 a3
By = Toaj + Yz as + z2as3 = aro X + by2 ¥ +czoi (8(2) ClI
By = — (22— 3) ar —ypoar + = —a(za— ) X —byay+c(za+3)2 (8c) Cl1
(2 1)
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B = (l‘g—F%) al—(yg—%) ag—2z29a3 = a($2+%)i—b(y2—%>y—6222 (8(3) ClI
B13 = —Xoa) —Y2a2 — 22a3 = —ary )A{ — byg 5’ — CZ9 2 (8C) Cl 1
B14 = ((EQ'F%) a1+y2a2—(zg—%) as = (L(l’z"‘r‘%) i+by2$f—c(22— %) Z (8(3) ClI
Bis zoa1—(yo— 3) ax+(z2+3) a3 = avoX—b(y2—3) §+c(z2+1i)2 (8c) Cl1
Bis = —(ro—-3a+(p+ti)at+ = —a(wy— %) X+b(y2+3) §+c222 (8c) ClI
Z2 as
B¢y = r3a + yzas + 23 as = ax3X +bysy + cz3 z (8¢) OlI
Bis = —($3—%> a; —ysas + = —a(xg—%)f(—byBy-i-c(z;;—i—%)i (8c) (0N
(1 3) a0
Blg = —x3a1+(y3+%) ag — = —ax3)2+b(y3+%) 5’—6(23—%) Z (8(3) Ol
(23— 3) a3
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z3as
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