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Characterization and synthesis of three impurities in tembotrione
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Abstract: Tembotrione was prepared according to the reported method. Three main impurities over
0.1% were detected by high-performance liquid chromatography (HPLC). The structures of those
impurities were characterized by '"H NMR and high resolution mass spectrometer (HRMS). Then the

impurities were synthesized. The produced pathways of impurities were also analyzed according to the

synthetic route.
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JE 98.1%, W& 74.2%. HRMS (m/z, ESI):
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Table 1 Comparison of HRMS of synthetic compounds and

main impurities in the target compound

B 4> R HRMS, m/z

Samples TH5HAH Caled. ”

W52 (& Found

FER A

Main impurity A 405.060 3 (ESI)"  405.061 9 (ESI)"
a1 .
Compd. 1 405.059 8 (ESI)
BT B . :
Main impurity B 374.042 1 (ESI) 374.044 0 (ESI)
&I
Coxﬁpd_ I 374.041 9 (ESI)"
FEIRFC
Main impurity C 374.987 3 (ESIy 374.986 1 (ESIy
a I
Compd. IIT 374.985 4 (ESIy

VE: “H ChemBioDraw ' Exact Mass 7321,

Note: It was obtained from Exact Mass in ChemBioDraw.
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