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Table1 Positions and Temperature Factors of Atoms

atom | X l |4 : A B(eq.?

Co 0.22900( 5) 0.11778( 6 ) [ 0.67493( 3 ) 2.044(9)
Co(1) 0.000 0.000 | 0.000 2.54( 2)
N 0.0617¢ 3) 0.1939¢4) ’ 0.6592( 2 ) 2.02(6)
C(1) 0.0358( 4) -0.0009(5) |  0.7382(2) 2.33(8)
c(2) —-0.0016(4) 0.1407¢(5) 0.7217( 2) | 2.58(8)
C(3) | 0.1782( 4) 0.3978(5) 0.6264( 2) l 2.30( 8)
C(4) | 0.0655(4) 0.3491(4) 0.6559¢3) |  2.49(8)
C(5) 0.0105( 4) 0.1294(5) 0.5917¢2) |  2.40(8)
Cc(6) L 0.4095(4) —0.0438(5) 0.6187(3) ’ . 3.2(1)
C(7) 0.3101(5) | -0.0310(7) | 0.5485(3) | 5.0 (1)
C(8) 0.0715(4) 0.1616¢ 5) 0.5225¢2) i 2.25( 8)
C(9) 0.1762¢ 4) 0.1019(5) ; 0.5063(2) 2.37( 8)
C(109) 0.2231(4) 0.1168(5) 0.4385(3) 3.01(9)
C1l) 0.1655( 5) 0.1978(6) 0.3856(3) 3.6 (1)
C12) 0.0636(5) 0.2627(6 ) 0.4007¢3) | 3.6 (1)
C(13) 0.0170( 4) 0.2439(5) 0.4689(3) 3.11(9)
oC1) 0.1342(3) —0.0449(3) 0.7191(2) 1 2.66(6 )
0(2) -0.0308(3) ~0.0885(3) 0.7704( 2) 2.98(6)
0(3) 0.2584( 3) 0.3086( 3) 0.6252( 2) l 2.47(6)
0(4) 0.1864(3) 0.5224(3) 0.6074( 2) L 2.99(6 )
0(5) o 0.3770( 3) 0.0185(4) 0.6750(2) | 3.14(7)
0(6) . 0.5007(3) ~0.1066( 5) 0.6157¢2) | 4.89(9)
o(7) 0.2297(3) 0.0274(3) 0.5630(2) ‘ 2.75(6)
0(8) 0.2568(3) 0.2073(3) 0.7785(2) 3.12¢7)

0(9) 0.2468( 3) 0.2313(5) 0.1067¢2) | 4.83(9)

0(10) 0.6540( 3) 0.3981( 4) 0.4860¢ 2 ) 3.76( 7)
o(11) 0.5318( 3) 0.6482( 4) 0.4184C2) | 3.23(7)

0(12) 0.4245( 3) 0.3678( 4) 0.4213(2) 4.13(8)
0(13) 0.2642( 4) 0.4917( 5) 0.3128( 2) 5.06¢9)

0(14) 0.1065(4) 0.3722(5) 0.2125( 2) 5.01(9)
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Table 2 Bond Lengths and Bond Angles
bond length ( ) bond angles(® )
atom 1 atom 2 distance | atom 1 atom 2 atom 3
| -

Co | N 2.120( 3 ) N | Co 0(1)

Co oo 2.094(2) N ' Co 0(3)

Co 0(3) 2.071(2) N ‘ Co 0(5)

Co 0(5) 1.991( 2 ) N ; Co o(7)

Co 0(7) 2.233(2) N ‘ Co 0(8)

Co OC8) 2,103(2) 0(1) ‘ Co 0C3)

o(1) Co O(5)

i o(1)y | Co o7

bond angles(® )
angle atom 1 atom 2 I atom 3 angle
78.28( 9 ) S0 Co ! 0(8) 91.08(9)
78.98(9) | 0(3) Co | ocs) 104.9 (1)
168.7 (1) 1 0(3) ! Co | owT) 85.73(9)
92.17(9) 0(3) ‘ Co i 0(8) 91.17(9)
95.9 (1) 0(5) Co 0o(7) 77.72( 9)
157.26( 9 ) i 0(5) Co 0(8) 94.6 (1)
97.5 (1) Lo Co 0(8) 170.7 (1)
95.19(9 ) |
3 RTHUEEEN
Table 3 Distances between Atoms and Planes
planes
1 ] 2 3

atoms dis. (})

atoms dis. (R)

atoms dis. (})

Co -0.090(1)
N 0.106( 3)
0(1)-0.056(3)
0(3)-0.050(3)
O(5) 0.091(3)

Co -0.104(1)
O(1) 0.293(3)
0(3) 0.320(3)
0(7)-0.250(3)
0(8)-0.260(3)

Co —-0.006(1)
N ~0.076( 3)
0(5)-0.096(3)
O(7) 0.094(3)
0(8) 0.084(3)
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Fig.1 Anion of Co(I) complex of HBATA
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CRYSTAL STRUCTURE OF Co(Il) COMPLEX
OF o-HYDROXYLBENZYLAMINE O,N,N-
TRIACETIC ACID(C,,H,\NO, , HBATA)

Wu Guang Wang Boyi Zheng Peiju

( Center of Analysis and Measurement, Fudan University, Shanghai)

Cheng Longchun Xu Junxing Zhang Peiyue
Zhang Huinong, Zhang Hualin

( Department of Chemistry, Fudan University, Shanghai)

The single crystal structure of Co( I) complex of HBATA were de-
termined on an Enraf-Nonius CAD 4 diffractometer, The space group of
Co(I) complex (ColCoL:-7H,0);,, L=C,;H,,NO%") is P2,,, with
a=11.836, 6=9.535, ¢=18.39948 ,/=91.86°, The Co( I) ion was reveal-
ed by direct method, The other atoms were located from difference Fou-
rier syntheses. Refinement was carried out by the full-matrix least-squa-
res.The structure was refined to final R value of 0.044, The investigation
confirms that the Co( I) in this complex is six-coordinated with distorted
octahedron configuration, The ether oxygen atom of HBATA is also coor-
dinated to the central metal ion,
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