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R factor = 0.041; wR factor = 0.117; data-to-parameter ratio = 21.2.

The asymmetric unit of the title compound, C6H8N
+�HSO4

�,
contains two cations and two anions which are linked to each

other through N—H� � �O hydrogen bonds, formed by all H

atoms covalently bonded to the N atoms. In addition, strong

O—H� � �O anion–anion hydrogen-bond interactions are also

observed.

Related literature

For hydrogen bonding, see: Zimmerman & Corbin (2000);

Brunsveld et al. (2001); Desiraju (2002); Desiraju & Steiner

(1999); Steiner (2002); Etter et al. (1990); Bernstein et al.

(1995). For related structures, see: Benali-Cherif, Boussekine

et al. (2009); Messai et al. (2009); Benali-Cherif, Falek et al.

(2009); Rademeyer (2004); Jayaraman et al. (2002); Smith et al.

(2004); Paixão et al. (2000).

Experimental

Crystal data

C6H8N
+�HO4S

�

Mr = 191.20
Orthorhombic, Pca21
a = 14.3201 (2) Å
b = 9.0891 (3) Å
c = 12.8771 (2) Å

V = 1676.04 (7) Å3

Z = 8
Mo K� radiation
� = 0.36 mm�1

T = 293 K
0.2 � 0.15 � 0.1 mm

Data collection

Nonius KappaCCD diffractometer
16963 measured reflections
4641 independent reflections

3108 reflections with I > 2�(I)
Rint = 0.049

Refinement

R[F 2 > 2�(F 2)] = 0.041
wR(F 2) = 0.117
S = 1.02
4641 reflections
219 parameters
1 restraint

H-atom parameters not refined
��max = 0.35 e Å�3

��min = �0.47 e Å�3

Absolute structure: Flack (1983),
2096 Friedel pairs

Flack parameter: 0.08 (9)

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

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

N1A—H11� � �O1Ai 0.89 1.95 2.821 (2) 167
N1A—H22� � �O3B 0.89 1.95 2.817 (4) 163
N1A—H33� � �O2Biii 0.89 2.01 2.884 (3) 169
N1B—H1� � �O1Bii 0.89 1.94 2.828 (3) 175
N1B—H2� � �O3Aii 0.89 2.05 2.867 (3) 153
N1B—H3� � �O1A 0.89 2.58 3.069 (3) 115
N1B—H3� � �O2A 0.89 2.03 2.916 (3) 175
O4A—H4� � �O3B 0.82 1.79 2.603 (4) 175
O4B—H44� � �O3Ai 0.82 1.84 2.635 (4) 163

Symmetry codes: (i) x � 1
2;�y þ 1; z; (ii) �x þ 1;�y þ 1; z þ 1

2; (iii) �x þ 1
2; y; z þ 1

2.

Data collection: KappaCCD Server Software (Nonius, 1998); cell

refinement: DENZO and SCALEPACK (Otwinowski & Minor,

1997); data reduction: DENZO and SCALEPACK; program(s) used

to solve structure: SIR2004 (Burla et al., 2005); program(s) used to

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

ORTEPIII (Burnett & Johnson, 1996), ORTEP-32 for Windows

(Farrugia, 1997) and PLATON (Spek, 2009); software used to

prepare material for publication: WinGX publication routines

(Farrugia, 1999).
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