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Abstract: The nedaplatin has been synthesized by a new technique, the yield rate is about 65%), the content of
pure product is above 99%. lis structure was characterized by elemental analysis, IR, MS, thermal analysis and
X-ray diffraction single crystal structure analysis. Its crystal belongs to orthorhombic space group P2,2,2, with a=
0.562 93(6) nm, b=0.728 53(8) nm, ¢=1.411 07(16) nm. The Pt" atom is coordinated by two N atoms of ammine and
two O atom of carboxyl group and hydroxy, forming a sqare-planar environment. The glycolate dianion forms a five-

membered chelate ring, coordinating to the Pt(Il) ion not only at an O atom of the carboxyl group but also at the
hydroxy. The results of TG-DTA analysis show that the nedaplatin was stable under 180 °C. CCDC: 706387.
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Scheme 2 Synthesis of the complex nedaplatin
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Table 1 Crystal data and refinement parameters of complex

Empirical formula C,HsN,O5Pt D,/ (Mg-m™) 3.480
Formula weight 303.19 @/ mm™ 24.168
Crystal size / mm 0.24x0.12x0.10 F(000) 544
Temperature / K 298(2) 0/(°) 2.89~28.34
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Wavelength / nm 0.071 073 Limiting indices -6s<h<7-9<k=<9-17T<l=<18
Crystal system Orthorhombic Reflections collected 3739
Space group P22.2, Reflections unique (R;,) 1354 (0.034 1)
a/nm 0.562 93(6) Refinement method Full-matrix least-squares on F
b/ nm 0.728 53(8) Data / restraints / parameters 1354/0/76
¢/ nm 1.411 07(16) Goodness-of-fit on F* 0.988
V/nm? 0.578 70(11) Final R indices [I>20(])] R=0.020 2, wR,=0.041 3
Z 4 R indices (all data) R=0.021 3, wR,=0.041 7
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Table 2 Some selected bond lengths (nm) and

angles (°) of the title complex

Pi(1)-0(2) 0.200 9(5) PL(1)-0(1) 0.200 9(6)
Pt(1)-N(2) 0.201 8(6) PL(1)-N(1) 0.203 6(7)
0(2)-Pi(1)-0(1) 84.12)  0Q)-P(1)-NQ) 94.3(3)
O()-P(I-N@)  177.03)  O@)-Pi(1)-N(1)  176.9(2)
0(1)-Pt(1)-N(1) 93.02)  N@)-P(1)-N(1) 88.7(3)
C-OM)-Pl)  113.1(5)  CQR-0Q)-P(l)  109.4(5)
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Molecular structure of the title complex with 30%
probability ellipsoid
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Table 3 Intermolecular N-H---O interaction and angles of of the title complex

HEKER

D-H--A d(D-H) / nm d(H--A) / nm d(D--A) / nm £ (DHA) / (%)
N(1)-H(1C)---0(2) 0.089 0.200 0.287 9(9) 169.4
N(1)-H(1B)---0(2)" 0.089 0.246 0.310 9(8) 130.0
N(1)-H(1B)---0(3)" 0.089 0.243 0.304 4(9) 126.9
N(1)=H(1A)---0(3)" 0.089 0.199 0.288 2(9) 175.9
N(2)-H(2C)--0(3)" 0.089 0.233 0.309 8(9) 144.4
N(2)-H(2B)---0(2)" 0.089 0.224 0.302 7(10) 147.5
N(2)-H(24)---0(3)" 0.089 0.224 0.301 4(9) 145.1

Symmetry transformations used to generate equivalent atoms: ' x+1, v, z;

U, y=1/2, —z+1/2; T —x41/2, —y+2, z+1/2;

Na1/2, —y+3/2, =z ¢ —x—1/2, —y+2, z+1/2.
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Fig.3 TG-DTA curves of complex
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