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Table 1 Nonhydrogen Fractional Atomic Coordinates( x 10*) and Equivalent Isotropic Temperature
Factors (A2 x10°) (Ueq) of Ks[Y(NTA),(H0)1- 6H.0
atom x y z Ueq atom x y z Ueq
Y(1) 3232(1) 424(1)  6469(1) 8(1) K(1) 1024(1) -345(1) 4402(1) 33(1)
K(2) 1832(2) -2330(2) 6608(1) 54(1) K(3) 5000 1993(2) 7500 45(1)
o(1) 3360(3) -283(4) 7340(2) 23(1) 0(2) -92(5) 1539(8)  4908(3) 85(3)
0(3) 2006(9)  -330(13) 3454(7) 81(5) 0(4) 1675(4) -2433(6) 5552(3) 51(2)
0(5) 4920(5) 2962(5) 8358(4) 80(3) 0(6) 5000 -1512(8) 7500 97(5)
0(7) 4968(19) —3430(13) 7228(9) 122(9) N(1) 4392(3) -270(4) 5856(2) 14(1)
C(11) 4562(4) -1383(5) 5988(3) 23(2) C(12) 3833(5) -1940(5) 6203(3) 18(2)
o(11) 3309(3) -1389(3) 6444(2) 21(1) 0(12) 3790(4) -2885(4) 6165(3) 45(2)
C(21) 5215(4) 319(5)  5963(3) 15(2) C(22) 5393(4) 521(5) 6534(3) 14(2)
0(21) 4740(3) 525(3) 6798(2) 12(1) 0(22) 6172(3) 696(4) 6717(2) 26(1)
C(31) 3974(5) -164(6) 5327(3) 25(2) C(32) 2999(4) -353(5) 5284(3) 17(2)
0(31) 2587(3) -11(4) 5642(2) 23(1) 0(32) 2638(4) —844(6) 4912(3) 55(2)
N(2) 2004(4) 1837(4) 6213(2) 20(1) C(41) 2278(5) 2472(6)  5794(3) 27(2)
C(42) 3254(5) 2557(6) 5789(3) 21(2) 0(41) 3723(3) 1849(4)  6013(2) 20(1)
0(42) 3542(4) 3267(4) 5524(3) 40(2) C(51) 1176(4) 1288(5)  6064(3) 21(2)
C(52) 1088(4) 313(5) 6384(3) 19(2) 0(51) 1778(3) -53(4) 6627(2) 16(1)
0(52) 344(3) -76(5) 6366(3) 44(2) c(61) 1922(5) 2476(6)  6681(3) 31(2)
C(62) 2725(5) 2495(6)  7073(3) 25(2) 0(61) 3275(3) 1777(4)  7063(2) 20(1)
0(62) 2780(5) 3214(6) 7397(3) 62(2)
2 Ks[Y(NTA):(H.0)]- 6H.0
Table 2 Bond Distances(A) and Angles(°) in K;[Y(NTA).(H:0)1- 6H,O
(In the co-ordination polyhedron)
Y(1)-0(1) 2.434(5) Y(1)-0(11) 2.331(4) Y(1)-0(21) 2.375(4)
Y(1)-0(31) 2.342(5) Y(1)-0(41) 2.346(4) Y(1)-0(51) 2.380(4)
Y(1)-0(61) 2.323(5) Y(1)-N(1) 2.660(6) Y(1)-N(2) 2.643(6)
0(1)-Y(1)-0(11) 69.81(17) O(1)-Y(1)-0(21) 72.76(16) O(1)-Y(1)-0(31) 139.04(18)
0(1)-Y(1)-0(41) 139.83(17) O(1)-Y(1)-0(51) 74.20(16) O(1)-Y(1)-0(61) 70.27(16)
O(1)-Y(1)-N(1) 116.25(17) O(1)-Y(1)-N(2) 118.47(18) O(11)-Y(1)-0(21) 90.86(17)
O(11)-Y(1)- )(31) 75.76(19) O(11)-Y(1)-0(41) 138.08(17) O(11)-Y(1)-0(51) 78.42(17)
O(11)-Y(1)-0(61 140.05(18) O(11)-Y(1)-N(1) 67.07(16) O(11)-Y(1)-N(2) 135.62(18)
0(21)- ( )-0(31 ) 130.06(17) 0O(21)-Y(1)-0(41) 77.93(16) (21) Y(1)-0(51) 146.95(16)
0(21)-Y(1)-0(61) 76.08(16) O(21)-Y(1)-N(1) 63.50(16) 0O(21)-Y(1)-N(2) 133.50(17)
0(31)-Y(1)-0(41) 81.10(18) 0O(31)-Y(1)-0(51) 77.81(17) 0(3 ) Y(1)-0(61) 140.52(18)
0(31)-Y(1)-N(1) 73.30(19) 0O(31)-Y(1)-N(2) 67.00(17) 0O(41)-Y(1)-0(51) 129.89(15)
0(41)-Y(1)-0(61) 76.51(18) O(41)-Y(1)-N(1) 71.85(17) 0O(41)-Y(1)-N(2) 65.98(17)
0(51)-Y(1)-0(61) 92.19(17) O(51)-Y(1)-N(1) 135.25(17) O(51)-Y(1)-N(2) 64.57(17)
0(61)-Y(1)-N(1) 132.56(17) 0(61)-Y(1)-N(2) 67.99(17) N(1)-Y(1)-N(2) 125.25(18)
Y (I YN0, Y (I
N (0] 0. 104nm
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Synthesis and Molecular Structure of Nine-Coordinate

Complex K;[Y(NTA).(H:0)]- 6H,O

WANG Jun ZHANG Xiang-Dong MA Rui FAN Da-Min
( Department of Chemistry, Liaoning University, Shenyang 110036)

In this paper we describe the molecular and crystal structures of the K;[Y(NTA).(H.0) |-
6H,0 (H3NTA = nitrilotriacetic acid) . The crystal data are as follows: monoclinic system, C2/ ¢
space group, a =1.5268(3) nm, b=1.2833(3) nm, ¢=2.6079(5) nm, B=96.03(3)°, V=
5.0815(18)nm’, Z =8, M =708. 68, Dc =1.852gem >, w=2.875mm "', F(000) =2880. The final
R and wR; are 0. 0636 and 0. 1523 for 4264 [ > 2.00 (/)] unique reflections and 0. 1178 and
0. 1651 for all 4364 reflections, respectively. In the title complex, the anion [Y(NTA) »(H,0)]*-
has a nine-coordination structure with distorted monocapped square antiprism. Each group acts as a
tetradentate ligand with three O atoms and one N atom and a H.O molecule caps a quadrilateral face
as a ligand. It can be known that the Y (I) ion can form a high-coordinate compound with

aminopolycarboxylic acid ligands because it has a larger ionic radius (0. 104nm).
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