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Key indicators: single-crystal X-ray study; T = 173 K; mean �(C–C) = 0.002 Å;

R factor = 0.021; wR factor = 0.058; data-to-parameter ratio = 15.3.

The title compound, C5H12N
+�Cl�, contains [Et2N CH2]

+

and Cl� ions. The C N double-bond distance is 1.2729 (13) Å

and the sum of the angles around the central N atom is

359.92�. There are short contacts [2.973 (1) Å] between the

iminium C atom and the Cl� ion and between five of the C—H

H atoms and the Cl� ion, of which the shortest is 2.623 (11) Å.

Related literature

Structures of [Me2N CH2]
+ ions with Cl� (Burg, 1989), Br�

and I� (Clark et al., 1994), and [NiBr4]
� (Hitchcock et al.,

2003) counter-ions have been published. Strong evidence has

been obtained for intermolecular C—H� � �Cl� interactions in

the title compound from a detailed NMR investigation (Mayr

et al., 1997).

For related literature, see: Allen (2002); Ramakrishna et al.

(1999).

Experimental

Crystal data

C5H12N
+�Cl�

Mr = 121.61
Monoclinic, P21=n
a = 6.6023 (4) Å
b = 15.7426 (10) Å
c = 7.0057 (4) Å
� = 106.021 (1)�

V = 699.87 (7) Å3

Z = 4
Mo K� radiation
� = 0.44 mm�1

T = 173 (2) K
0.46 � 0.28 � 0.25 mm

Data collection

Bruker APEXII CCD area-detector
diffractometer

Absorption correction: none
7666 measured reflections

1544 independent reflections
1500 reflections with I > 2�(I)
Rint = 0.013

Refinement

R[F 2 > 2�(F 2)] = 0.021
wR(F 2) = 0.058
S = 1.06
1544 reflections
101 parameters

12 restraints
Only H-atom coordinates refined
��max = 0.29 e Å�3

��min = �0.16 e Å�3

Table 1
Selected geometric parameters (Å, �).

C4—N1 1.4826 (12)
C2—N1 1.4808 (12)

C6—N1 1.2729 (13)

C6� � �Cl1i 2.973 (1)
H6B� � �Cl1 2.623 (11)
H6A� � �Cl1iii 2.664 (11)

H2B� � �Cl1iv 2.772 (12)
H4A� � �Cl1 2.817 (11)
H5A� � �Cl1iv 2.925 (14)

C6—N1—C2 121.29 (8)
C6—N1—C4 120.84 (8)

C2—N1—C4 117.79 (8)

Symmetry codes: (i) �xþ 1;�yþ 1;�zþ 1; (iii) x � 1; y; z; (iv) x� 1; y; z� 1.

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

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

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

structure: SHELXTL; molecular graphics: Mercury (Macrae et al.,

2006); software used to prepare material for publication: publCIF

(Westrip, 2007).
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