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Figure S1. 1H NMR (500MHz in DMSO-d6) of compound (2)
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Figure S2. 1H NMR (500MHz in DMSO-d6) of compound (3)
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Figure S3.13C NMR (126 MHz in DMSO-d6) of compound (3)
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Figure S4. 1H NMR (500MHz in DMSO-d6) of compound (4)
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Figure S5.13C NMR (126 MHz in DMSO-d6) of compound (4)
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Figure S6. 1H NMR (500MHz in CDCl3) of compound (9)
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Figure S7. 1H NMR (500MHz in CDCl3) of compound (11a)
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Figure S9. 1H NMR (500MHz in CDCl3) of compound (11b)
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Figure S10 .13C NMR (126 MHz in CDCl3) of compound (11b)
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Figure S11. 1H NMR (500MHz in CDCl3) of compound (11c)
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Figure S12. 13C NMR (126 MHz in CDCl3) of compound (11c)
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Figure S13. 1H NMR (500MHz in CDCl3) of compound (12a)
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Figure S14. 1H NMR (500MHz in CDCl3) of compound (12b)



S9

0.00.51.01.52.02.53.03.54.04.55.05.56.06.57.07.58.08.59.09.510.0
f1 (ppm)

-1

0

1

2

3

4

5

6

7

8

9

10

11

12

13

1.
00

0.
93

0.
91

1.
91

0.
00

7.
26

7.
92

7.
93

7.
95

8.
12

8.
13

8.
46

8.
68

8.
70

8.
71

O OO

Br

Figure S15. 1H NMR (500MHz in CDCl3) of compound (12c)

0.00.51.01.52.02.53.03.54.04.55.05.56.06.57.07.58.08.59.09.510.0
f1 (ppm)

-1

0

1

2

3

4

5

6

7

8

9

10

11

12

13

14

15

16

17

1.
88

1.
88

1.
80

1.
56

7.
25

7.
81

7.
82

7.
84

8.
31

8.
33

8.
62

8.
63

O O

H

O

CD
cl 3 H2O

Figure S16. 1H NMR (500MHz in CDCl3) of compound (12d)
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Figure S21. 1H NMR (500MHz in CDCl3) of compound (14a)
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Figure S23. 1H NMR (500MHz in CDCl3) of compound (14b)
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Figure S39. 1H NMR (500MHz in DMSO-d6) of compound (17e)
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Figure S41. 1H NMR (500MHz in DMSO-d6) of compound (18a)
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Figure S43. 1H NMR (500MHz in DMSO-d6) of compound (18b)
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Figure S59. 1H NMR (500MHz in DMSO-d6) of compound (19e)
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Figure S67. 1H NMR (500MHz in DMSO-d6) of compound (20d)
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HRMS data

Figure S71. HMRS of compound (3) C22H27FN6O4 [M+H]+=459.2078 found  459.2086

Figure S72. HMRS of compound (4) C22H27FN6O4 [M+H]+=459.2078 found  459.2086
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Figure S73. HMRS of compound (17a) C37H35FN8O8 [M+H]+=739.256 found 739.2646

Figure S74. HMRS of compound (17b) C37H35ClFN7O6 [M+H]+= 728.2321 found 728.2402

N

N
N

N OO

NO2

N

O
O

O

N

N

F

O



S39

Figure S75. HMRS of compound (17c) C36H33BrFN7O6 [M+H]+=772.1816 found 772.18

Figure S76. HMRS of compound (17d) C37H37FN8O6 [M+H]+= 709.2820 found 709.2891
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Figure S77. HMRS of compound (17e) C37H36FN7O6 [M+H]+= 694.2711 found 694.2813

Figure S78. HMRS of compound (18a) C36H33FN8O8 [M+H]+=725.2405 found 725.2484
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Figure S79. HMRS of compound(18b) C36H33ClFN7O6 [M+H]+= 714.2165 found 714.2201

Figure S80. HMRS of compound(18c) C36H33BrFN7O6 [M+H] + = 758.166 found 758.1696
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Figure S81. HMRS of compound(18d) C36H35FN8O6 [M+H] + = 695.2664 found 695.262

Figure S82. HMRS of compound (18e) C36H34FN7O6 [M+H] + = 680.2555 found 680.2630
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Figure S83. HMRS of compound (19a) C35H31FN8O7 [M+H] + = 695.2300 found 695.2331

Figure S84. HMRS of compound (19b) C35H31ClFN7O5 [M+H] + = 684.2059 found 684.2053
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Figure S85. HMRS of compound (19c) C35H31BrFN7O5 [M+H] + = 728.1554 found 728.1584

Figure S86. HMRS of compound (19d) C35H33FN8O5 [M+H] + = 665.2558 found 665.2610
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Figure S87. HMRS of compound (19e) C35H32FN7O5 [M+H] + = 650.2449 found 650.2494

Figure S88. HMRS of compound (20a) C34H29FN8O7 [M+H] + =681.2143 found 681.2202
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Figure S89. HMRS of compound (20b) C35H32FN7O5 [M+H] + =670.1940 found 670.1968

Figure S90. HMRS of compound (20c) C34H29BrFN7O5 [M+H] + = 714.1398 found 714.1445
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Figure S91. HMRS of compound (20d) C34H31FN8O5 [M+H] + = 651.2410 found 651.2507

Figure S92. HMRS of compound (20e) C34H30FN7O5 [M+H] + =636.2292 found 636.2392
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The first derivative curve of Thermal Denaturation study

Figure S93. First derivative plot of ctDNA, ctDNA-20b (1:1), and ctDNA-20e (1:1) systems in Trizma hydrochloride 
buffer solution (pH 7.4) with their melting temperature.
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                                                           Molecular dynamic analysis

Figure S94. Molecular dynamic analysis of DNA gyrase-compound 20b complex and DNA gyrase-Ciprofloxacin 
complex (A) Protein RMSD, (B) Ligand RMSD, (C) Protein RMSF Chain A (D) Protein RMSF Chain B.
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Figure S95. Molecular dynamic analysis of DNA gyrase compound 20b complex and DNA gyrase Ciprofloxacin 
complex, (A) Ligand RMSF, (B) RoG, (C) Number of H-bonds, (D) SASA, (E) H-bond length distribution.


