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Abstract: A new complex, [Y, (pda) (C,04)05(H20) ;5] = (1) (pda = pyridine- 2,4- dicarboxylate),
is hydrothermal synthesized from the reaction of Y(NO;);-6H,O, pdaH,, and 4,4'-bipyridine.
Compound 1 is fully characterized by FT-infrared and single crystal X-ray diffraction. X-ray
structure analyses show that both polymers contain bridging oxalate (C,0,) ligands, which might
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have been formed by the reductive coupling of CO, molecules released from the pda ligands
through the C—C bond cleavage. The 2-D coordination polymers were assembled into 3-D networks

via O-H:--O hydrogen bond and n-w stacking interactions.

Key words: Hydrothermal Synthesis, Pyridine-2, 4-dicarboxylic acid, 4, 4'-Bipyridine, Hydrogen
Bonding
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'S 1= [ 1 f9 3-D kA » AT R | IR Rfmn [0

OH--0)

A1

CgH 0Y2NOg 5

Mr =450.13

Triclinic  P-1

a=6.4160(5) A

b =6.6486(6) A
c=13.9920(12) A

a = 89.92(0)"

B =85.59(0)"

y=73.68(0)"

V =570.98(8) A®

Data collection

Bruker SMART CCD area-detector
Diffractometer

v and o scans

Absorption correction: multi-scan
(SADABS; Sheldrick, 1995)
Tmin =0.63892, Tmax =0.93660
6156 measured reflections
Refinement

Refinement on F*

R[F? > 26(F*)] = 0.0269

wR(F?) = 0.0896

S=1.102

2729 reflections

185 parameters

7=2

Dx = 1.309 Mg m™

Mo Ka radiation

Cell parameters from 4490
reflections

0 =2.5-25"

1 =5.084 mm™

T =294(2) K

Colorless

0.30x 0.10x 0.10 mm’

2729 independent reflections
2467 reflections with I > 26(I)
Rint = 0.0311
Omax = 28.31°

=-8-8
k=-8—>8
1=-18 >18

H-atom parameters not refined
w=1/[c*(Fo®)+ 0.0545P*+0.5142P]
where P = (Fo’+2Fc?)/3

(A/o)max = 0.001

Apmax = 0.470e A

Apmin =—-0.436 ¢ A
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S 2 selected geometric parameters(A,°)

06-Y1 2.522(5) 09-Y1 2.700(12)
05-Y1 2.507(4) 09-Y1 2.533(11)
04-Y1 2.514(4) 01-Y1-05 132.08(14)
01-Y1 2.409(5) 01-Y1-08 144.56(15)
N1-Y1 2.687(4) N1-Y1-09' 132.19(26)
03-Y1 2.506(5) 04-Y1-07 142.74(14)
07-Y1 2.560(4) 04-Y1-09 134.98(25)
08-Y1 2.514(4) 03-Y1-06 136.42(14)

Z. 3 Hydrogen-bonding geometry(A™)

D-H--A D-H H--A D--A D-H--A

C5-H5A--03 0.939(5) 2.365(4) 3.119(7) 137.20(35)

07-H7A--010%  0.905(5) 1.710(1) 2.577(11) 159.47(46)

O7-H7B---04" 1.044(5) 1.890(5) 2.851(7) 151.46(28)

O8-H8A.--06 1.005(5) 1.944(5) 2.920(7) 163.12(29)

08-H8B---02") 0.978(4) 1.688(4) 2.655(6) 169.18(31)

09-H9A.--06 0.851(10) 2.141(4) 2.961(10) 161.74(70)

09-H9B---04" 0.809(11) 2.259(4) 2.971(11) 147.15(77)

09'-H9A---06"  1.047(11) 2.141(4) 3.030(1) 141.33(57)

09'-H9C--010"  0.989(10) 1.505(11) 2.290(7) 163.15(29)

010-H10B--05%  0.772(9) 2.115(4) 2.848(9) 158.49(74)

Symmetry code: (i) x, 1+y, z (ii) -1+x%, y, z (iii) x, -1+y, z (iv) 1+, -1+y, z (V) =X, -y, 2-2
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