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Synthesis, Characterization and Crystal Structure of the
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Abstract: The title complex(K(CoH;3NOsS,)(H,0)) was synthesized by the reaction of p-tolysulfonyl chloride, tau-

rine and potassium hydrate in water-methanol-ethanol solution.

The crystal structure was determined by X-ray

diffraction method and the chemical formula weight of the complex is 336.44. The crystal structure of the title

complex belongs to orthorhombic space group Pbca and cell parameters: a=0.853 31(12) nm, 5=0.82042(12) nm,
¢=3.989 4(6) nm. V=2.792 8(7) nm?, Z=8, D,=1.600 g-cm=, ©=0.699 mm™, F(000)=1 400. The compound is an

one-dimension chain complex of infinite length which are connected with hydrogen bond and bridging coordina-

tion water. The difference and same of the complexes were discussed. CCDC: 244938.
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ST A X6 R R JBE 53R 4 B ), AR TR R
A JC ZE A M A A8 [ EL-CHNS-0 J6 % 40 #r
A, 2L AP 635 (KBr He J) i 1% [ Nicolet 5DXB FI-
IR 24N e, f iR 4549 H Bruker CCD AREA
DETECTER #75H% .
1.2 BEYKMER

2 mmol 4= F# 2 F1 2 mmol EEALEIE T 10 mL
B A A AR NS & 2 mmol X F AR EES 10 mL G
KR 7R TR 2 h &, FHimA 20 mL
K, P8 pH=4,7E 50 C/K R HEFE R 21 h, 1564
W, iR T RE ARER 30 dENH L 6E
B BIR B L Z0 50963 . »(N-H)=3 200 ¢cm™,»(-SO5-)
1335 ecm™,1220 em™,1210 em™,1160 em™,
1.3 BEVK SR

PEHUN 5 0.38 mm x 0.14 mm x 0.12 mm FJ
iR LR TE B LT 4 I, SR HI SMART CCD Area
Detector BUAT S (OSCHE AT 5 4 . A A Ak
Mo Ko #F£(1=0.071 073 nm), 14 5 X w-¢, B E
294(2) K, 7E 2.60°<0<27.54° 3 [l 1, AT 5F X h=
—11~10,k=-10~10,/=-51~41 Y £ 17 543 I~ % ¥,
Hodoph 57 A 5 BO0E 3 216 4N (R,,=0.055 3), 15207 (1) )
AU 32 2351 4>, 2R S LR IE . fikgs
P ER B A o SR T AR AR e BRI I SRR R A
X A AR SR - B LA 1) R IS BT T A
/N A E B B 22 [ X 1520 (D AT 5 1
R,=0.041 8,wR,=0.1059 Fl R,=0.061 5,wR,=0.114 5
(5 BT A WIAT S 25 s W=1/[S> (F.)+(0.063 6P|, P=(F >+
2F})/3,8=1.029,(A/0),.,=0.001, 241 Fourier /& %
AR TR A HL 7 % B 0% (AD),=430 e-nm™, (Ap),.,=
—648 e-nm>, FrAITE TAEWAE PC ML Bruker
Saint 1 Bruker Shelxtl 257 52 i,
CCDC ;244938 ,
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JCE A HTALIN A LA C H NS SE5{H (%)°H -
C,32.10;H,4.45;N,4.16;5,19.02,, #% 41+ K(CoH 3
NOSS,)(H,0) HHIB{E (%) H.C,32.14;H,4.46;N,
4.17;S,19.05,
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m iR R, BCEWIBIESC MR, BN
Pbea, i8S %00 :a=0.853 31(12) nm,5=0.82042(12)
nm,c=3.989 4(6) nm, V=2.792 8(7) nm*, Z=8 ,D.=1.600
g+em™,1=0.699 mm™, F(000)=1 400 ; ifif 3CHRI ) Bt
YRR R, SRR P2Je, MMSEN a=
2.0292(8) nm,b=0.728 3(4) nm,c=0.754 0(4) nm,B=
94.15(1)°,V=1.1115(9) nm*, Z=4 ,D,=1.598 g-cm™ u=
0.663 mm™, F(000)=552,
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Crystal structure of complex
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Fig.2  Crystal packing of complex
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Table 1 Selected bond distance (nm) and bond angle (°) for complex
Bond Dist Bond Dist Bond Dist

K(1)-0(1W) 0.273 84(19) K(1)-0(4) 0.314 1(2) S(2)-0(4) 0.144 74(18)
K(1)-0(4)#1 0.277 41(18) K(1)-S(2)#3 0.349 80(9) S(2)-0(3) 0.145 02(18)
K(1)-0(1W)#1 0.279 34(19) K(1)-S(2) 0.357 04(9) S(2)-0(5) 0.145 61(19)
K(1)-0(3)#2 0.287 68(19) K(1)-S(2)#2 0.371 46(9) S(2)-C9) 0.177 9(2)
K(1)-0(5) 0.293 1(2) K(1)-K(1)#4 0.415 55(6) S(2)-K(1)#5 0.349 80(9)
K(1)-0@4)#3 0.298 3(2) S(1)-N(1) 0.161 0(2) S(2)-K(1)#6 0.371 46(9)
K(1)-0(3#3 0.298 4(2) S(1)-C(1) 0.176 5(3)

Angle ©) Angle ©) Angle ©)
0(1W)-K(1)-0(4)#1 76.31(6) 0(3)#2-K(1)-0(4)#3 90.95(6) 0(3)#3-K(1)-0(4 ) 140.32(5)
O(1W)-K(1)-0(1W)#1 123.57(7) 0(5)-K(1)-0(4)#3 91.12(6) 0(4)-5(2)-0(3) 111.79(12)
0(d)#1-K(1)-0(1 W)#1 76.60(6) O(1W)-K(1)-0(3)#3 136.35(6) 0(4)-5(2)-0(5) 112.06(12)
0(1W)-K(1)-0(3)#2 78.36(6) O(A)#1-K(1)-0(3)#3 70.95(5) 0(3)-5(2)-0(5) 112.69(12)
O@#1-K(1)-03)#2 113.39(6) O(IW)#1-K(1)-03)#3 75.73(5) 0(4)-5(2)-C(9) 105.69(11)
O(1W)#1-K(1)-0(3)#2 158.03(6) 0(3)#2-K(1)-0(3)#3 88.84(5) 0(3)-5(2)-C(9) 107.47(11)
0(1W)-K(1)-0(5) 88.28(6) 0(5)-K(1)-0(3)#3 134.53(5) S(2)-0(4)-K(1) 94.97(9)
O@#1-K(1)-0(5) 126.18(6) 0(4)#3-K(1)-0(3)#3 47.42(5) K(1)#4-0(4)-K(1) 89.04(5)
O(1W)#1-K(1)-0(5) 70.07(5) O(1W)-K(1)-0(4) 71.50(5) K(1)#5-0(4)-K(1) 131.23(7)
0(3)#2-K(1)-0(5) 113.25(6) O(d)#1-K(1)-0(4) 146.93(7) S(2)-0(5)-K(1) 103.79(10)
O(1W)-K(1)-0(4)#3 168.06(6) 0(3)#2-K(1)-0(4) 67.40(5) S(2)-C(9)-H(94A) 108.3
O(d)#1-K(1)-0(4)#3 113.31(7) 0(5)-K(1)-0(4) 46.57(5) S(2)-C(9)-H(9B) 108.3
O(1W)#1-K(1)-0(4)#3 67.11(6) 0(4)#3-K(1)-0(4) 99.60(3)

1~ 000G+ R 5 1 A8 (K() IR fr ; H =2
B AL 1 1> O(0(4) It [l iy 5 3 >3 (K (1) (K (1)
#4  K()#5) 55 HA . M5 O I MR Az
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2 B O FKF i O 58 81 2 E’JEEF'L%T
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Fig.3 One-dimension structure of the complex (the other

atoms have been omitted for clarity)
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