
LUND UNIVERSITY

PO Box 117
221 00 Lund
+46 46-222 00 00

{1-[1-(3-Carboxypropanamido)ethyl]-1',2-bis(diphenylphosphino)ferrocene-
kappa2P,P'}dichloridoplatinum(II) dichloromethane 1.25-solvate

Spencer, Lara C.; Bjelosevic, Haris; Darkwa, James; Elmroth, Sofi; Persson, Tina

Published in:
Acta Crystallographica Section E: Structure Reports Online

DOI:
10.1107/S1600536807065105

2008

Link to publication

Citation for published version (APA):
Spencer, L. C., Bjelosevic, H., Darkwa, J., Elmroth, S., & Persson, T. (2008). {1-[1-(3-
Carboxypropanamido)ethyl]-1',2-bis(diphenylphosphino)ferrocene-kappa2P,P'}dichloridoplatinum(II)
dichloromethane 1.25-solvate. Acta Crystallographica Section E: Structure Reports Online, 64(1), M164-U1562.
https://doi.org/10.1107/S1600536807065105

Total number of authors:
5

General rights
Unless other specific re-use rights are stated the following general rights apply:
Copyright and moral rights for the publications made accessible in the public portal are retained by the authors
and/or other copyright owners and it is a condition of accessing publications that users recognise and abide by the
legal requirements associated with these rights.
 • Users may download and print one copy of any publication from the public portal for the purpose of private study
or research.
 • You may not further distribute the material or use it for any profit-making activity or commercial gain
 • You may freely distribute the URL identifying the publication in the public portal

Read more about Creative commons licenses: https://creativecommons.org/licenses/
Take down policy
If you believe that this document breaches copyright please contact us providing details, and we will remove
access to the work immediately and investigate your claim.

https://doi.org/10.1107/S1600536807065105
https://portal.research.lu.se/en/publications/72bb6e4f-98d7-409f-a3f7-e9a52ab64c51
https://doi.org/10.1107/S1600536807065105


electronic reprint
Acta Crystallographica Section E

Structure Reports
Online

ISSN 1600-5368

Editors: W. Clegg and D. G. Watson

1-[1-(3-Carboxypropanamido)ethyl]-1′,2-bis(diphenyl-
phosphino)ferrocene-κ2P,P ′dichloridoplatinum(II)
dichloromethane 1.25-solvate

Lara C. Spencer, Haris Bjelosevic, James Darkwa, Sofi K. C. Elmroth and
Tina Persson

Acta Cryst. (2008). E64, m164–m165

Acta Crystallographica Section E

Structure Reports
Online
Editors: W. Clegg and D. G. Watson

journals.iucr.org

International Union of Crystallography * Chester

ISSN 1600-5368

Volume 61

Part 11

November 2005

Inorganic compounds

Metal-organic compounds

Organic compounds

Acta Crystallographica Section E: Structure Reports Online is the IUCr’s highly popu-
lar open-access structural journal. It provides a simple and easily accessible publication
mechanism for the growing number of inorganic, metal-organic and organic crystal struc-
ture determinations. The electronic submission, validation, refereeing and publication
facilities of the journal ensure very rapid and high-quality publication, whilst key indica-
tors and validation reports provide measures of structural reliability. In 2007, the journal
published over 5000 structures. The average publication time is less than one month.

Crystallography Journals Online is available from journals.iucr.org

Acta Cryst. (2008). E64, m164–m165 Spencer et al. · [FePtCl2 (C17H14P)(C23H23NO3P)]·1.25CH2Cl2

http://journals.iucr.org/e/
http://dx.doi.org/10.1107/S1600536807065105
http://journals.iucr.org/e/
http://journals.iucr.org


{1-[1-(3-Carboxypropanamido)ethyl]-
1000,2-bis(diphenylphosphino)ferrocene-
j2P,P000}dichloridoplatinum(II) dichloro-
methane 1.25-solvate

Lara C. Spencer,a* Haris Bjelosevic,b James Darkwa,c

Sofi K. C. Elmrothd and Tina Perssonb

aDepartment of Chemistry, University of Wisconsin-Madison, 1101 University Ave,

Madison, WI 53706, USA, bOrganic Chemistry, Department of Chemistry, Lund

University, PO Box 124, SE22100 Lund, Sweden, cDepartment of Chemistry,

University of Johannesburg, Auckland Park Kingsway Campus, Johannesburg 2006,

South Africa, and dBiochemistry, Department of Chemistry, Lund University, PO Box

124, SE22100 Lund, Sweden

Correspondence e-mail: laraharris@wisc.edu

Received 30 October 2007; accepted 2 December 2007

Key indicators: single-crystal X-ray study; T = 100 K; mean �(C–C) = 0.004 Å; some

non-H atoms missing; disorder in solvent or counterion; R factor = 0.025; wR factor =

0.065; data-to-parameter ratio = 23.9.

The dinuclear title compound, [FePtCl2(C17H14P)(C23H23-

NO3P)]�1.25CH2Cl2, has a slightly distorted cis-PtCl2P2
square-planar geometry around the Pt atom, and the

ferrocenylphosphine ligands are staggered at an angle of

29.4 (2)� about Pt. In the crystal structure, the complex forms

centrosymmetric dimers via two strong intermolecular O—

H� � �O bonds resulting in R2
2(8) rings. A weak intramolecular

N—H� � �Cl bond leads to an S(8) motif. The solvent is highly

disordered and has not been modelled with discrete atoms.

Related literature

For background, see: Beagley et al. (2003); Bernstein et al.

(1995); Bjelosevic et al. (2006); Clemente et al. (1986); Fouda et

al. (2007); Spencer & Bjelosevic (2007); Top et al. (2003); Van

Staveren & Metzler-Nolte (2004). For disordered solvent

treatment, see: Spek (1983). Related structures were found

from the Cambridge Structural Database (Allen, 2002).

Experimental

Crystal data

[FePtCl2(C17H14P)(C23H23NO3P)]�-
1.25CH2Cl2

Mr = 1069.64
Monoclinic, P21=n
a = 13.0154 (8) Å
b = 15.7866 (10) Å
c = 19.3403 (12) Å

� = 100.916 (1)�

V = 3901.9 (4) Å3

Z = 4
Mo- K� radiation
� = 4.39 mm�1

T = 100 (2) K
0.35 � 0.33 � 0.30 mm

Data collection

Bruker SMART 1K CCD
diffractometer

Absorption correction: multi-scan
(SADABS; Bruker, 2003)
Tmin = 0.309, Tmax = 0.353
(expected range = 0.235–0.268)

56419 measured reflections
10833 independent reflections
9395 reflections with I > 2�(I)
Rint = 0.036

Refinement

R[F 2 > 2�(F 2)] = 0.025
wR(F 2) = 0.065
S = 1.08
10833 reflections

453 parameters
H-atom parameters constrained
��max = 1.45 e Å�3

��min = �0.49 e Å�3

Table 1
Selected bond lengths (Å).

Pt1—P2 2.2575 (6)
Pt1—P1 2.2592 (6)

Pt1—Cl1 2.3588 (6)
Pt1—Cl2 2.3592 (6)

Table 2
Hydrogen-bond geometry (Å, �).

D—H� � �A D—H H� � �A D� � �A D—H� � �A

O2—H2� � �O3i 0.84 1.82 2.656 (3) 177
N1—H1� � �Cl1 0.88 2.69 3.477 (2) 150

Symmetry code: (i) �x þ 2;�y;�z.
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Data collection: SMART (Bruker, 2003); cell refinement: SAINT

(Bruker, 2003); data reduction: SAINT; program(s) used to solve

structure: SHELXTL (Bruker, 2003); program(s) used to refine

structure: SHELXTL; molecular graphics: SHELXTL; software used

to prepare material for publication: SHELXTL, PLATON (Spek,

2003), publCIF (Westrip, 2007) and modiCIFer (Guzei, 2007).

Financial support from SIDA/NRF Swedish Research Links
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and medicinal properties) is gratefully acknowledged. The

authors thank Dr Ilia Guzei for his help and guidance in

solving the structure and preparing the manuscript.

Supplementary data and figures for this paper are available from the
IUCr electronic archives (Reference: HB2623).
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