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Abstract

The crystal structure of the title complex, [AuCl3(C¢H5-
NO)], has been determined by X-ray diffraction. The
coordination geometry around the Au' atom is square
planar. The bond lengths and angles in the complex
agree with the literature values.

Comment

Interest in gold compounds has been growing in recent
years as some possess anti-arthritic and anti-tumour
properties (Ni Dhubhghaill & Sadler, 1993; Sadler &
Sue, 1994). Most studies, however, have centered on
the activity of gold(I) compounds and very little is
known about gold(IIl) compounds. In the course of
our studies of the activity of gold(Ill) complexes, we
have determined the structure of the title complex,
AuCl;Hpm, by X-ray diffraction.
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The Au atom in AuCl;Hpm shows the usual square-
planar coordination geometry, and is coordinated by
three Cl atoms and the N atom of the pyridine ring. The
Au atom is also essentially coplanar with the pyridine
ring, the angle between the coordination plane and the
pyridine ring being 73.0(3)°. The O atom deviates from
the pyridine ring plane by 0.76 (2) A. Bond lengths and
angles around the Au atom and in the rest of the mol-
ecule are in agreement with values from the literature
(Holowczak, Stanel & Wong, 1985; Hollis & Lippard,
1983; Timkovich & Tulinsky, 1977).

Fig. 1. ORTEPII (Johnson, 1976) drawing of AuCl3Hpm. Displace-
ment ellipsoids are shown at the 50% probability level for non-H
atoms and H atoms are represented by small spheres of arbitrary
radii.

Experimental

The compound was prepared as described in the literature (Dar
et al., 1992) and was recrystallized from ethyl ether.

Crystal data

[AuCl3(CeH;NO)] Mo Ko radiatgon

M, =412.43 A=071073 A
Monoclinic Cell parameters from 25
P2/n reflections

a=17826(2)A,

b = 14.606 (4) A
c=88303)A

B =9658(2)°

V = 1002.7 (5) A®
Z=4

D, =2727Mgm~?

Data collection

Nonius CAD-4 diffractom-

eter

0 =17-23°
=154 mm™'
T=298K

Prism

0.5 x 0.4 x 0.4 mm
Yellow

Rint = 0.0405
Omax = 26.9°
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w/20 scans h=-9->9

Absorption correction: k=0—18
3 scans I=0-11

Twin = 0.59, Tiax = 0.99
2406 measured reflections
2180 independent reflections
1796 observed reflections

[F > 40(F)]

2 standard reflections
monitored every 400
reflections
intensity decay: none

Refinement

Refinement on F* (A/0)max = 0.074

R(F) = 0.0515 Apmax = 3.1 € A7?
wR(F%) = 0.1410 Apmin = =33 ¢ A7
S =1.265 Extinction correction: none

2180 reflections
113 parameters
w = 1/[c*(F?) + (0.0738P)°
+ 1.51P]
where P = [max(F2,0)
+ 2F2)3

Table 1. Fractional atomic coordinates and equivalent
isotropic displacement parameters (A’)

Atomic scattering factors
from SHELXTL-Plus
(Sheldrick, 1990)

Ueq = (1/3)2,’2](/1]0;0;3,'.3].

X y Z Ueq
Au 0.1801 (1) 0.1156 (1) 0.0890 (1) 0.024 (1)
CI(1) 0.4666 (5) 0.1222 (3) 0.0708 (5) 0.047 (1)
CI(2) 0.1250 () 0.1925(2) —0.1339 (4) 0.041 (1)
CI(3) —0.1068 (4) 0.1033 (3) 0.1086 (4) 0.045 (1)
N 0.2268 (11) 0.0457 (7) 0.2869 (11) 0.025 (2)
C 0.2083 (18) 0.0839 (8) 0.4264 (13) 0.030 (3)
C() 02413 (19) 0.0301 (10) 0.5509 (16) 0.041 (3)
C(3) 0.2945 (21) —0.0581 (10) 0.5444 (16) 0.045 (4)
C(4) 0.3135 (19 —0.0957 (9) 0.4006 (15) 0.039 (3)
C(5) 0.2810 (19) —0.0430 (9) 0.2788 (17) 0.041 (3)
C(6) 0.1581 (25) 0.1813(9) 0.4385 (17) 0.052 (4)
(0] 0.2155 (15) 0.2386 (7) 0.3313 (1) 0.044 (2)

Table 2. Selected geometric parameters (A °)

Au—N 2.021(9) C(1)—C(2) 1.35Q2)
Au—CI(2) 2.265(3) C(1)—C(6) 1.48 (2)
Au—CI(1) 2268 (4) C(2)—C(3) 1.36 (2)
Au—CI(3) 2278 (4) C(3)—C(4) 1.41 (2)
N—C(1) 1.374 (14) C(4>—C(5) 1.32(2)
N—C(5) 1.37(2) C(6—0 1.38(2)
N—Au—CI(2) 179.2(3) N—C(1)—C(2) 117.6 (11)
N—Au—CK1) 90.0(3) N—C(1)—C(6) 120.6 (11)
C12)y—Au—CI(1) 90.52 (14) C(2)—C(1)—C(6) 121.8 (12)
N—Au—CI(3) 88.7(3) C(3)»—C(2)—C(1) 1232 (14)
Cl(2)—Au—CI1(3) 90.80(14) C(2—C(3)—C(4) 118.3(12)
Cl(1)—Au—CI1(3) 177.87(14)  C(3)—C4)—C(5) 118.5(13)
C(1—N—C(5) 119.8 (11) N—C(5—C4) 122.7 (14)
C(1>—N—Au 122.9 (8) O0—C6)—C() 115.0(13)
C(5}—N—Au 117.4 (9)

The H atom bonded to O was located from a difference Fourier
map; other H atoms were placed in calculated positions. H
atoms were refined with a common isotropic displacement
parameter. The highest values of Ap are near the heavy atoms
and are probably the result of uncorrected thermal motion or
inadequacies in the scattering factors.

Data collection: Nonius CAD-4 software. Cell refinement:
Nonius CAD-4 software. Data reduction: Nonius CAD-4
software. Program(s) used to solve structure: SHELXS86
(Sheldrick, 1990). Program(s) used to refine structure:
SHELX193 (Sheldrick, 1993). Molecular graphics: ORTEPII
(Johnson, 1976).
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Lists of structure factors, anisotropic displacement parameters and
H-atom coordinates have been deposited with the IUCr (Reference:
NA1179). Copies may be obtained through The Managing Editor,
International Union of Crystallography, 5 Abbey Square, Chester CH1
2HU, England.
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Abstract

The title compound, diiododiphenyltin, [Snl;(CsHs).1,
has essentially tetrahedral coordination geometry with
intermolecular I --I and Sn- - I separations close to the
sum of the appropriate van der Waals radii.

Comment

The title compound, (I), consists of essentially individ-
ual Ph,Snl; molecules separated by I---I and Sn.--I
distances close to the sum of the appropriate van der
Waals radii; the van der Waals radii for Sn and I were
taken to be 2.20 and 1.95-2.12 A, respectively (Huheey,

Sn,
o8
(W
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