
 
 
 

This item was submitted to Loughborough’s Institutional Repository 
(https://dspace.lboro.ac.uk/) by the author and is made available under the 

following Creative Commons Licence conditions. 
 
 

 
 
 

For the full text of this licence, please go to: 
http://creativecommons.org/licenses/by-nc-nd/2.5/ 

 

brought to you by COREView metadata, citation and similar papers at core.ac.uk

provided by Loughborough University Institutional Repository

https://core.ac.uk/display/288385263?utm_source=pdf&utm_medium=banner&utm_campaign=pdf-decoration-v1


electronic reprint
Acta Crystallographica Section E

Structure Reports
Online

ISSN 1600-5368

Editors: W.T.A. Harrison, J. Simpson and
M. Weil

N-Phenyl-tert-butanesulfinamide

Mritunjoy Datta, Alan J. Buglass and Mark R. J. Elsegood

Acta Cryst. (2009). E65, o2034

This open-access article is distributed under the terms of the Creative Commons Attribution Licence
http://creativecommons.org/licenses/by/2.0/uk/legalcode, which permits unrestricted use, distribution, and
reproduction in any medium, provided the original authors and source are cited.

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. (2009). E65, o2034 Datta et al. · C10H15NOS

http://journals.iucr.org/e/
http://dx.doi.org/10.1107/S1600536809028633
http://creativecommons.org/licenses/by/2.0/uk/legalcode
http://journals.iucr.org/e/
http://journals.iucr.org


N-Phenyl-tert-butanesulfinamide

Mritunjoy Datta,a Alan J. Buglassa* and Mark R. J.

Elsegoodb

aDepartment of Chemistry, Korea Advanced Institute of Science and Technology,

Daejeon 305-701, Republic of Korea, and bChemistry Department, Loughborough

University, Loughborough LE11 3TU, England

Correspondence e-mail: ajbuglass@kaist.ac.kr

Received 11 July 2009; accepted 20 July 2009

Key indicators: single-crystal X-ray study; T = 150 K; mean �(C–C) = 0.002 Å;
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In the racemic title compound, C10H15NOS, the packing

exhibits centrosymmetric pairs of molecules linked by N—

H� � �O S hydrogen bonds in a head-to-tail fashion. The N—

Caryl bond [1.4083 (12) Å] is considerably shorter than the N—

Calkyl bonds typically found in N-alkylalkanesulfinamides

(1.470–1.530 Å).

Related literature

For N-arylalkanesulfinamides, see: Datta et al. (2008) and for

cyclic N-arylalkanesulfinamides (sultims), see: Schulze et al.

(2005). For N-alkylalkanesulfinamides, see: Sato et al. (1975);

Schuckmann et al. (1978); Ferreira et al. (2005). For the

synthesis, see: Stretter et al. (1969).

Experimental

Crystal data

C10H15NOS
Mr = 197.29
Monoclinic, P21=c

a = 7.4822 (3) Å
b = 15.7881 (6) Å
c = 8.8333 (4) Å

� = 99.3865 (6)�

V = 1029.50 (7) Å3

Z = 4
Mo K� radiation

� = 0.28 mm�1

T = 150 K
0.54 � 0.49 � 0.39 mm

Data collection

Bruker APEXII CCD
diffractometer

Absorption correction: multi-scan
(SADABS; Sheldrick, 2007)
Tmin = 0.866, Tmax = 0.900

12022 measured reflections
3150 independent reflections
2861 reflections with I > 2�(I)
Rint = 0.020

Refinement

R[F 2 > 2�(F 2)] = 0.034
wR(F 2) = 0.092
S = 1.05
3150 reflections
125 parameters
1 restraint

H atoms treated by a mixture of
independent and constrained
refinement

��max = 0.38 e Å�3

��min = �0.36 e Å�3

Table 1
Hydrogen-bond geometry (Å, �).

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

N1—H1� � �O1i 0.808 (12) 2.085 (12) 2.8882 (11) 173.1 (14)

Symmetry code: (i) �x;�y þ 1;�z þ 1.

Data collection: APEX2 (Bruker, 2006); cell refinement: SAINT

(Bruker, 2006); data reduction: SAINT; program(s) used to solve

structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine

structure: SHELXL97 (Sheldrick, 2008); molecular graphics:

SHELXTL (Sheldrick, 2008); software used to prepare material for

publication: SHELXTL and local programs.
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Supplementary data and figures for this paper are available from the
IUCr electronic archives (Reference: ZS2002).
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