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Spectral Analysis and Structural Confirmation of Flumequine

LI Yong —1i, LI Jie,XU Zhuo —ni, WANG Dong — Hui, CHEN Ying
( Shanghai Institute of Measurement and Testing Technology, Shanghai 201203, China)

Abstract; A method for determination of chemical structure of flumequine was established. The structure was

elucidated by UV, IR, MS, 1D NMR ('H, “C, DEPT) and 2D NMR ( HSQC, HMBC, 'H

-'H COSY),

DSC, TGA, and PXRD. The UV and IR absorption peaks were discussed, and all the signals of '"H — NMR and

C NMR were attributed to their respective structures and positions in the molecule. The test result of TGA /DSC

was analyzed, and the diffraction peaks of the different diffraction angles related to the crystal form were

determined. The experiment verified that the chemical structure of this compound is flumequine.
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2 147.4 9.02 (1H, s) C-3,C-4,C-8A,C-9,C-12

3 107.2

4 176.9 (d, J = 2 Hz)

5 107.9 (d, J = 24 Ha) 7.81 (1H, dd, 8.5, 2.5) C-4,C-6,C-7, C-8A

6 159.1 (d, J = 246 Hz)

7 121.7 (d, J = 24 Hz) 7.74 (1H, dd, 8.5, 2.0) C-5,C-6,C-8A, C-10

8 132.2 (d, J = 8 Hz)

9 165.92

10 21.5 3.08 (1H, 3.5, 17.5), 3.16 (1H, m) C-7,C-8,C-11,C-12 H-11

11 25.1 2.14 (2H, m) C-8,C-10,C-12,C-13 H-10, H-12
12 57.4 4.94 (1H, m) C-2,C-8A H-11, H-13
13 20.0 1.40 (3H, d, 7.0) C-11,C-12 H-12
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1 10. 006 8.8325 100.0 13 25.339 3.512 29.8
2 10. 300 8.5809 16.1 14 26.402 3.373 10
3 11.150 7.9287 40.3 15 27.236 3.2716 5.1
4 16.280 5.4401 6.3 16 27.747 3.2125 12.3
5 16.833 5.2626 11.6 17 28.654 3.1128 5.6
6 18.551 4.7790 3.2 18 29.106 3.0655 6.7
7 19.023 4.6615 6.0 19 30.271 2.9501 6.6
8 20.050 4.4249 10.1 20 31.83 2.8091 2.9
9 20.624 4.3030 4.0 21 34.337 2.6095 10
10 21.137 4.1998 6.3 22 37.631 2.3883 3.8
11 22.457 3.9558 15.1 23 39.783 2.2639 3.1
12 23.740 3.7448 5.4 24 43.53 2.0773 5.8
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