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Tab.1 Atomic coordinates and U., for the title compound
x/x 10" y/x 10" z/x10" U,/nm o/ x 104 y/x10" 2/ x10* Ug/nm’
Mn( 1) 0 2 111(1) 2500  26(1) S(1) 1678(1) - 898(1) 3419(1) 28(1)
N( 1) 595( 1) 1635(2) 3955(1) 28(1) C(1) 1367(1) 450(2) 4235(1)  25(1)
o(1) 1 215(1) 79(2) 2610(1) 42(1) C(2) 1 876(1) 158(2) 5101(1)  36(1)
0(2) 1226(1) - 2690(2) 3463(1) 49(1) C(3) 1539(1) 110903 5709(1) 43(1
0(3) 2775(1) =955(2) 3646(1) 49(1) C(4) 722( 1) 229002 5438(1) 40(1
0(4) 990( 1) 4 314(2) 2383(1) 481 C(5) 277( 1) 2536(2) 4561(1) 37(1)
2
Tab.2 Selected bond lengths and bond angles for the title compound
[/mm [/ nm l/nm
Mn(1)- 0(4) 0.2132(1) Mn(1) - N(1) 0.227 4(1) Mn(1)- O(1) 0.218 7( 1)
C(1)- N(ID) 0. 133 3(2) C(hH-C(2 0.138 3(2) C(1)- S(D 0.178 3(1)
C(2)- C(3) 0. 138 1(2) C(3)-C(4 0.137 4(3) C(4) - C(5) 0.137 9(2)
C(5 - N(1) 0. 134 6(2) S(1) - 0(2) 0.144 3(1) S(1)- 0(3) 0.144 3(1)
S(1)- 0(1) 0. 1455(1)
9¢) %) 9)
0(4)- Mn(1)- O(4A) 83.78(7) C(5)- N(1)- Mn(1) 125.50( 1) C(2)- C(1)-S(1 120.10(1)
0O(4)- Mn(1)- N(1) 98. 98(5) 0(2) - S(1)- 0(1) 113.25(8) C(4) - C(3)- C(2) 119.50(2)
0(4)- Mn(1)- O(LA) 168.86(5) 0(2)- S(Hh-C(1) 104.67(7) N(1)- C(5 - C(4 122.80(2)
0(4) - Mn(1)- O(1) 90. 90(5) Oo(l)- S(H)-C(1) 105. 17( 6) C(1)- N(1)- Mn(1) 117.23(9)
O(1A)- Mn(1)- O(1) 95.93(7) || O(4)- Mn(1)- N(1A) 93.93(5) 0(2)- S(1)- 0(3) 113.18(9)
N(1)- C(1)- S(1) 115.80(1) || N(1A)- Mn(1)- N(1) 162.64(6) 0(3)- S(1)-0(1 113.12(38)
C(1)- C(2)- C(3) 117.70(2) || N(1)= Mn(1)- O(1A)  91.13(4) 0(3) - S(1)- C(1) 106.47(7)
C(3)- C(4)- C(5) 118.90(2) N(1)- Mn(1)- O(1) 77.19( 4) S(1)- O(1)- Mn( 1) 121.37(6)
C(D)-N(1)-C(5 117.10(1) N(1)- C(1)- C(2) 123.90( 1)
3
Tab.3 Hydrogen bond geometry for the title compound
D- H..A [p-u/nm ln.a/nm [p..a/nm Po-n.a/ (")
04- H(4B) ... O(2a) 0.088 6 0.186 2 0.2732(2) 166.9
04— H(4C) ... O(3h) 0.0923 0.179 0 0.270 1(2) 168.5
(a), x,, v+ 1 z; (b)) =x+ /2, y+,1/2, — z+ 1/2.
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Fig.1 Molecular structure of the title compound Fig.2 Packing diagram of the title compound viewed
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Synthesis and Crystal Structure of Complex
Diaqua bis( Pyridine 2- Sulfonato- N, O) Manganese( 1])
XIAO Zrjing

(College of Material Science and Engineering, Huaqiao University, Quanzhou 362021, China)

Abstract:  Diaqua bis (pyridine 2 sulfonato- N, O) Manganese (II) ( [ Mn( CsH4NSO3), * (H,0),], M,= 407.28 ) has
been prepared and structurally characterized. The crystal is of momoclinic, space group C2/¢ with ¢ = 1.371 75(7) nm,
b= 0.720 44(4) nm, ¢= 1.61141(9) nm,B= 106.855(1)°, V= 1.524 1(1) nm®, Z= 4, D.= 1.775 g* cm~?, F(000) =
828, H= 1.183 mm~"', R=0.0227 andwR= 0.060 3. The Mn atom in the title compound is six coordinated by two O
atoms and two N atoms of two pyridine 2 sulfonate ligands, and two water O atoms, forming a distorted octahedral coor
dination geometry. T he molecule in the title compound has a crystallographic C; symmetry. The neighboring molecules in
the com plex are connected by hydrogen bonds of O— H (coordinated water molecule) -..O( uncoordinated sulfonate), ob-
taining a tw o dimensional supramolecular architecture.

Keywords: manganese complex; pyridine 2 sulfonate; crystal structure; hydrogen bond



