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Abstract © A co-crystal compound with the empirical formula of [C;H5)N,-CgHeO4], is
hydrothermal  synthesized from the reaction of  1,2-bis(4-pyridyl)ethane  and
1,3-benzenedicarboxylic acid. The title compound contains one 1,3-benzenedicarboxylic acid
molecule and one 1,2-bis(4-pyridyl)ethane molecule. The two pyridine rings of the
1,2-bis(4-pyridyl)ethane are twisted to each other by a dihedral angle of 13.24(9)° . The
1,3-benzenedicarboxylic acid molecules are linked by O-H:-N hydrogen bonds to
1,2-bis(4-pyridyl)ethane, forming linear hydrogen bonded chains parallel to [1 5 1]. The structure
exhibits a hydrogen-bonding network involving COOH:--N(pyridyl) , aryl group and carboxylic
C-H:-O non-classical hydrogen-bonding interactions. In addition, m—m stacking interactions
[centroid—centroid distance = 3.7514(10) A, dihedral angles is 4.61 (9)° ] are also present.

Key words @ Hydrothermal reaction, Hydrogen bonding, 1, 2-bis (4-pyridyl) ethane,

1,3-benzenedicarboxylic acid
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CyoH3sN>O4

Mr =350.36

Triclinic P.; (no. 2)
a=6.9424(3) A
b=7.4916(4) A
c=17.0971(10) A

o =100.732(5)°

B =90.186(4)
y=101.818(4)°

V =854.35(8) A®

Data collection

Bruker SMART CCD area-detector
Diffractometer

vy and ® scans

Absorption correction: multi-scan
(SADABS; Sheldrick, 1995)
Tmin =0.976, Tmax =1.000
7587 measured reflections
Refinement

Refinement on F?

R[F* > 26(F%)] = 0.047
wR(F?) =0.123

S=1.042

3000 reflections

235 parameters

7Z=2

Dx =1.362 Mg m”

Mo Ko radiation

Cell parameters from 0
reflections

0 =12.82-29.16°

1 =0.10 mm™

T=1102)K

Colorless

0.45 mm x 0.44 mm x 0.26 mm

3938 independent reflections
2733 reflections with I > 2o(1)
Rint=0.021

Omax = 29.2°
=8>8
=8>8

1=-19 20

H-atom parameters not refined
w=1/[c*(Fo®)+ (0.0701P)*+0.1339P]
where P = (Fo*+2Fc?)/3

(A/o)max =0.001

Apmax =021le A’

Apmin =-0.23 ¢ A

R 2 (APPSR A, )

N1-C9 1.335(3)
N1-C13 1.329(3)
N2-C19 1.331(3)
N2-Cl15 1.333(3)
01-C7 1.207(2)
02-C7 1.315(2)
03-C8 1.212(2)
04-C8 1.312(2)

/N1-C9-C10 123.38(19)
/N1-C13-C12 123.56(19)
/N2-C15-C16 122.74(19)
/N2-C19-C18 122.97(19)
Z01-C7-C1 123.18(15)
£01-C7-02 123.32(16)
£02-C7-C1 113.47(16)
£03-C8-04 123.80(16)
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Z09-N1-C13 116.63(17) Z03-C8-C4 122.54(18)
ZC15-N2-C19 117.35(17) Z£04-C8-C5 113.65(14)

A3 gERE A7)

D-H--A d(D-H) d(H--A) d(D--A) Z/D-H--A
02-H2A--N1 0.8200 1.8300 2.647(2) 177
O4-H4A--N2! 0.8200 1.7700 2.585(2) 175
C3-H3A--Ol" 0.9300 2.5200 3.272(2) 138
C6-H6A--04 0.9300 2.4400 2.750(2) 100

C15-HI5A.-03 0.9300 2.6000 3.240(3) 127
C19-H19A--03" 0.9300 2.4700 3.341(3) 156

Symmetry code: (i) x+1,y+1, z (ii)x-1, y, z (iii) x-1, y-1, z (iv)x, y-1, z.
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