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Abstract: Cis-dioxo—tungsten(V[) complex, (NH,CH,CH,NH,)[(NH,CH,CH,NH;),W""O,(NHC(H,NH),],* H,O is synthe-
sized at room temperature by the reaction of sodium tungstate with o-phenylenediamine. The crystal structure of
complex was determined by X-ray diffraction structural analysis. The results show that complex belongs to mono-
clinic system with space group P2,/¢, a=0.712 8(2) nm, 6=3.081 1(10) nm, ¢=0.981 9(3) nm, 8=102.615(4)°, V=
2.104 4(11) nm®, Z=2, u=55.26 cm™, F(000)=1 176. Compared the complex with its analogous biomimetic com-

plexes of the cofactor of molybdoenzymes and tungstoenzymses,

atoms and the metal ions center have no influence on the coordination feature,

it 1s found that the variance of the coordination

and exhibits distored octahedral

coordination with cis-dioxo o-phenylenediamine. CCDC: 252834.
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Table 1 Crystal parameters of thetitle complex

Absorption coefficient / mm™

Crystal size / mm

0 range for data collection / (°)
Limiting indices

Reflections collected / unique
Goodness-of-fit on F

Final R indices [[>20(])]

R indices (all data)

5.526

1176

0.18 x 0.14 x 0.06

1.32 to 26.39

-8<h<8, -20<k <38, -ll=si=<12
11 999 / 4 284 [R(int)=0.034 5]
1.179

R=0.057 2, wR,=0.129 0
R=0.0636, wR,=0.1356

Formula C3H7oN 50sW,

Crystal system Monoclinic F(000)
Space group P2, /¢

a/ nm 0.712 8(2)

b/ nm 3.081 1(10)

¢/ nm 0.981 9(3)

B/ 102.615(4)

Volume / nm? 2.104 4(11)

A 2

Calculated density / (g-cm’) 1.86

Largest diff. peak and hole / (e*nm™) 759 and -3 805
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%5 I 45 . [(NH,CH,CH,NH;),W O,(NHCH,NH),L(NH,CH,CH,NH,) - H,0 Fit & 1/ & 5L 5 fh R 45 1 - 755 -
# 2 [WVYIO,(NHCH,NH) ] By #B 4> 8 K Fn 4 £
Table 2 Selected bond lengths (nm) and angle (°) for [W"O,(NHC,H,NH),]*
W(1)-0(1) 0.174 36(5) W(1)-N(1) 0.213 80(6) 0.145 76(5)
W(1)-0(2) 0.174 45(4) N(D)-C(1) 0.133 30(3) 0.148 61(5)
W(1)-N(4) 0.196 44(4) N(2)-C(6) 0.133 82(3) 0.147 58(4)
W(1)-N©2) 0.199 71(5) N(3)-C(7) 0.133 30(4) 0.144 01(3)
W(1)-N(3) 0.212 73(5) N@4)-C(12) 0.13575(4) 0.146 06(5)
0(1)-W(1)-0(2) 103.056(4) 0(2)-W(1)-N(1) 87.845(8) 124.302(10)
0O(1)-W(1)-N(4) 102.200(7) N(4)-W(1)-N(1) 89.640(10) 115.09(2)
0(2)-W(1)-N(4) 90.10(2) N(2)-W(1)-N(1) 75.416(6) 126.10(2)
0(1)-W(1)-N(2) 90.090(4) N(3)-W(1)-N(1) 80.706(7) 114.337(13)
0(2)-W(1)-N(2) 104.07(2) C(1)-N(1)-W (1) 114.914(5) 124.00(2)
N(4)-W(1)-N(2) 158.765(4) C(6)-N(2)-W(1) 119.601(10) 113.812(9)
0(1)-W(1)-N(3) 91.282(6) C(7)-N@3)-W(1) 114.96(2) 112.048(11)
0(2)-W(1)-N(3) 161.935(5) C(12)-N(4)-W(1) 120.00(2) 112.920(10)
N(4)-W(1)-N(3) 75.99(2) N(D)-C(1)-C(2) 125.630(8) 112.628(15)
N(2)-W(1)-N(3) 86.60(2) N(1)-C(1)-C(6) 114.843(17) 111.753(18)
O(1)-W(1)-N(1) 163.742(7)

1 [W\TOZ(NHC6H4NH)Z]2_ (a) \[MOZ(OC(,H4O)2]"_ [M:MO(V) \W(V[)ﬂ] M()(V)[)_SW( ().5] (b);ﬂ] [MO Voz(HNC(,H4O)2]3_ (C)

H B B T A

Fig.1 ~Structures of [WYO0,(NHCH,NH),* (a), [MO,(OCH,0),[~ [M=Mo(V) . W) and Mo(V)ysW(W)ys] (b) and

[Mo'O,HNCH.O)F (0)
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Fig.2 Packing diagram of the title complex
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