Cl (A18) Structure (Obsolete):
A_tP16.138_j-001

This structure previously used the label(s) A_tP16_138_j. Calls to these addresses will be redirected here.
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Prototype Cl
AFLOW prototype label A_tP16.138_j-001
Strukturbericht designation Al8
ICSD 22406
CCDC 1599150
Pearson symbol tP16
Space group number 138
Space group symbol P4y /nem

AFLOW prototype command aflow —-proto=A_tP16_138_j-001
--params=a, c/a, T1, Y1, 21
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e As given, this structure has a Cl-Cl bond distance of 1.82A, far too small for chlorine. The structure was eventually

reanalyzed, and found to be similar to molecular iodine (A14). See (Donohue, 1982, p. 396) for details. We retain this

structure for its historical interest. Note that all atoms are on the general sites of space group P4s/nem #138.

Simple Tetragonal primitive vectors

a2
alJ_a3
a; = ax
as = ay
ag = CcZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, r1a; +yiaz + z1as = ax1§<+ay1y+czli (163) ClI
B2 —(zl—%)al—(yl—%) a2+ = 7&($17%)i7@(y17%)5’+6212 (16J) ClI
Z1 a3
Bs —(yl—%) a; +xyay + = —a(y1—%)§c+axly+c(z1+%)i (163) ClI
(21 + %) as
B4 ylal—(xl—%) a2+(21+%) as = ayli—a(m—%)y—l—c(zl—i—%)i (163) ClI
B5 —I1 a1+ (y1+%) ag — = fax1)2+a(y1+%) 5’*6(2’17%) 2 (16J) ClI
(- 1) 2
Bg (acl—l-%) al—ylag—(zl—%) ag = a(ml—ﬁ—%))‘(—ayly—c(zl—%) Z (163) ClI
B~ (yl—i—%) al—&—(xl—i—%) as—z1ag = a(yl—i—%)f{—i—a(xl—i—%)y—czli (16)) Cll
Bs —Yyia1 —Tr1az —z1ag = —aylﬁ—axly—czli (16J) Cl1
Bg —ria]p —Yyiaz —z1as = 7&5015\(7(1y1y70212 (16J) ClI
Bio (acl—l—%) al—l—(yl—l—%) as—ziag = a(:vl—&—%) f{—f—a(yl—i—%) y—cn i (163) ClI
Bi1 (yl—f—%) al—xlag—(zl—%) as = Cb(yl—ﬁ-%) i—axly—c(zl—%) Z (16J> ClI
B12 —U1 a1—|— (1‘1—’-%) ag — = —ay1i+a(ac1+%) 5’—6(21—%) 2 (16J) Cll
(51— 4) o
B13 xlal—(yl—%) a2+(zl+%) as = a:rlfcfa(ylf%) 5’4’0(2’14’%) Z (16J) ClI
Bis —(z1—3) ar+yrax+ = —a(z— %) X+apy+c(an+1i)2 (167) ClI
(21 + %) as
Bis = —n-da-(n-Yat = —alw-iE-aln-yrenz (6
Z1 a3
Bis y1a] +x1as + 21 a3 = apnX+ar1y+cez (163) Cll
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