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Figure S1. (A,B) Molecular modelling results for ciprofloxacin (6a) and N1-benzofused compounds 

6e and 6g against S. aureus DNA gyrase. Binding poses shown in 2D (A) and 3D (B) views. 
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LC-MS Analysis 

Figure S2. LC-MS profile of compound 3a. 
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Figure S3. LC-MS profile of compound 3b. 
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Figure S4. LC-MS profile of compound 3c. 
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Figure S5. LC-MS profile of compound 3d. 
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Figure S6. LC-MS profile of compound 3e. 
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Figure S7. LC-MS profile of compound 3f. 
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Figure S8. LC-MS profile of compound 3g. 
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Figure S9. LC-MS profile of compound 4a. 
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Figure S10. LC-MS profile of compound 4b. 
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Figure S11. LC-MS profile of compound 4c. 
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Figure S12. LC-MS profile of compound 4d. 

 

  

DMSO 



 

S14 

Figure S13. LC-MS profile of compound 4e. 
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Figure S14. LC-MS profile of compound 4f. 
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Figure S15. LC-MS profile of compound 4g. 
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Figure S16. LC-MS profile of compound 5a. 
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Figure S17. LC-MS profile of compound 5b. 
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Figure S18. LC-MS profile of compound 5c. 
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Figure S19. LC-MS profile of compound 5d. 
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Figure S20. LC-MS profile of compound 5e. 
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Figure S21. LC-MS profile of compound 5f. 
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Figure S22. LC-MS profile of compound 5g. 
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Figure S23A. LC-MS profile of compound 6a, method A (5 minutes). 
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Figure S23B. LC-MS profile of compound 6a, method B (10 minutes). 
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Figure S24A. LC-MS profile of compound 6b, method A (5 minutes). 
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 Figure S24B. LC-MS profile of compound 6b, method B (10 minutes). 
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Figure S25A. LC-MS profile of compound 6c, method A (5 minutes). 
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 Figure S25B. LC-MS profile of compound 6c, method B (10 minutes). 
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Figure S26A. LC-MS profile of compound 6d, method A (5 minutes). 
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Figure S26B. LC-MS profile of compound 6d, method B (10 minutes). 
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Figure S27A. LC-MS profile of compound 6e, method A (5 minutes). 
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Figure S27B. LC-MS profile of compound 6e, method B (10 minutes). 
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Figure S28A. LC-MS profile of compound 6f, method A (5 minutes). 
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 Figure S28B. LC-MS profile of compound 6f, method B (10 minutes). 
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Figure S29A. LC-MS profile of compound 6g, method A (5 minutes). 
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 Figure S29B. LC-MS profile of compound 6g, method B (10 minutes). 
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HRMS Analysis 

Figure S30. HRMS spectrum of compound 6a. 

Figure S31. HRMS spectrum of compound 6b. 
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Figure S32. HRMS spectrum of compound 6c. 

 

Figure S33. HRMS spectrum of compound 6d. 
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Figure S34. HRMS spectrum of compound 6e. 

 

Figure S35. HRMS spectrum of compound 6f. 
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Figure S36. HRMS spectrum of compound 6g. 
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1H NMR Spectra 

Figure S37. Proton NMR spectrum of compound 2a. 
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Figure S38. Proton NMR spectrum of compound 2b. 
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Figure S39. Proton NMR spectrum of compound 2c. 
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Figure S40. Proton NMR spectrum of compound 2d. 
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Figure S41. Proton NMR spectrum of compound 2e.

 



 

S47 

Figure S42. Proton NMR spectrum of compound 2f. 
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Figure S43. Proton NMR spectrum of compound 2g. 
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Figure S44. Proton NMR spectrum of compound 3a. 
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Figure S45. Proton NMR spectrum of compound 3b. 
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Figure S46. Proton NMR spectrum of compound 3c. 
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Figure S47. Proton NMR spectrum of compound 3d.
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Figure S48. Proton NMR spectrum of compound 3e. 
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Figure S49. Proton NMR spectrum of compound 3f. 
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Figure S50. Proton NMR spectrum of compound 3g. 
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Figure S51. Proton NMR spectrum of compound 4a. 
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Figure S52. Proton NMR spectrum of compound 4b. 
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Figure S53. Proton NMR spectrum of compound 4c. 
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Figure S54. Proton NMR spectrum of compound 4d.
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Figure S55. Proton NMR spectrum of compound 4e.
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Figure S56. Proton NMR spectrum of compound 4f. 
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Figure S57. Proton NMR spectrum of compound 4g. 
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Figure S58. Proton NMR spectrum of compound 5a. 
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Figure S59. Proton NMR spectrum of compound 5b. 
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Figure S60. Proton NMR spectrum of compound 5c. 
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Figure S61. Proton NMR spectrum of compound 5d.
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Figure S62. Proton NMR spectrum of compound 5e.
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Figure S63. Proton NMR spectrum of compound 5f. 
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Figure S64. Proton NMR spectrum of compound 5g. 
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Figure S65. Proton NMR spectrum of compound 6a. 
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Figure S66. Proton NMR spectrum of compound 6b. 
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Figure S67. Proton NMR spectrum of compound 6c. 
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Figure S68. Proton NMR spectrum of compound 6d.
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Figure S69. Proton NMR spectrum of compound 6e.
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Figure S70. Proton NMR spectrum of compound 6f. 
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Figure S71. Proton NMR spectrum of compound 6g.
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COSY Spectra 

Figure S72. COSY spectrum of compound 2a. 
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Figure S73. COSY spectrum of compound 2b. 
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Figure S74. COSY spectrum of compound 2c. 
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Figure S75. COSY spectrum of compound 2d.

  



 

S81 

Figure S76. COSY spectrum of compound 2e.
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Figure S77. COSY spectrum of compound 2f. 

  



 

S83 

Figure S78. COSY spectrum of compound 2g. 
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Figure S79. COSY spectrum of compound 3a. 
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Figure S80. COSY spectrum of compound 3b. 
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Figure S81. COSY spectrum of compound 3c. 
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Figure S82. COSY spectrum of compound 3d.
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Figure S83. COSY spectrum of compound 3e. 
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Figure S84. COSY spectrum of compound 3f. 
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Figure S85. COSY spectrum of compound 3g. 
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Figure S86. COSY spectrum of compound 4a. 
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Figure S87. COSY spectrum of compound 4b. 
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Figure S88. COSY spectrum of compound 4c. 
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Figure S89. COSY spectrum of compound 4d. 
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Figure S90. COSY spectrum of compound 4e. 
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Figure S91. COSY spectrum of compound 4f.
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Figure S92. COSY spectrum of compound 4g.
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Figure S93. COSY spectrum of compound 5a. 
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Figure S94. COSY spectrum of compound 5b. 
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Figure S95. COSY spectrum of compound 5c. 
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Figure S96. COSY spectrum of compound 5d. 
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Figure S97. COSY spectrum of compound 5e. 
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Figure S98. COSY spectrum of compound 5f.
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Figure S99. COSY spectrum of compound 5g.
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Figure S100. COSY spectrum of compound 6a. 
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Figure S101. COSY spectrum of compound 6b. 
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Figure S102. COSY spectrum of compound 6c. 
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Figure S103. COSY spectrum of compound 6d.
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Figure S104. COSY spectrum of compound 6e. 
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Figure S105. COSY spectrum of compound 6f. 
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Figure S106. COSY spectrum of compound 6g. 
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13C NMR Spectra 

Figure S107. Carbon NMR spectrum of compound 2a. 
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Figure S108. Carbon NMR spectrum of compound 2b. 
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Figure S109. Carbon NMR spectrum of compound 2c. 
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Figure S110. Carbon NMR spectrum of compound 2d.
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Figure S111. Carbon NMR spectrum of compound 2e.
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Figure S112. Carbon NMR spectrum of compound 2f. 
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Figure S113. Carbon NMR spectrum of compound 2g. 
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Figure S114. Carbon NMR spectrum of compound 3a. 
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Figure S115. Carbon NMR spectrum of compound 3b. 
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Figure S116. Carbon NMR spectrum of compound 3c. 
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Figure S117. Carbon NMR spectrum of compound 3d.
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Figure S118. Carbon NMR spectrum of compound 3e.
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Figure S119. Carbon NMR spectrum of compound 3f. 
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Figure S120. Carbon NMR spectrum of compound 3g. 
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Figure S121. Carbon NMR spectrum of compound 4a. 
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Figure S122. Carbon NMR spectrum of compound 4b. 
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Figure S123. Carbon NMR spectrum of compound 4d.
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Figure S124. Carbon NMR spectrum of compound 4e. 
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Figure S125. Carbon NMR spectrum of compound 4g. 
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Figure S126. Carbon NMR spectrum of compound 5a. 
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Figure S127. Carbon NMR spectrum of compound 5b. 
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Figure S128. Carbon NMR spectrum of compound 5c. 
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Figure S129. Carbon NMR spectrum of compound 5d.
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Figure S130. Carbon NMR spectrum of compound 5e. 

  

 



 

S136 

Figure S131. Carbon NMR spectrum of compound 5f. 
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Figure S132. Carbon NMR spectrum of compound 6a. 
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Figure S133. Carbon NMR spectrum of compound 6b. 
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Figure S134. Carbon NMR spectrum of compound 6c. 
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Figure S135. Carbon NMR spectrum of compound 6d.

  

 



 

S141 

Figure S136. Carbon NMR spectrum of compound 6e.
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Figure S137. Carbon NMR spectrum of compound 6f. 
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Figure S138. Carbon NMR spectrum of compound 6g. 
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IR Spectra 

Figure S139. IR spectrum of compound 2a. 
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Figure S140. IR spectrum of compound 2b. 
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Figure S141. IR spectrum of compound 2c. 
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Figure S142. IR spectrum of compound 2d. 
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Figure S143. IR spectrum of compound 2e. 
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Figure S144. IR spectrum of compound 2f. 
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Figure S145. IR spectrum of compound 2g. 
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Figure S146. IR spectrum of compound 3a. 
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Figure S147. IR spectrum of compound 3b. 
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Figure S148. IR spectrum of compound 3c. 
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Figure S149. IR spectrum of compound 3d. 
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Figure S150. IR spectrum of compound 3e. 
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Figure S151. IR spectrum of compound 3f. 
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Figure S152. IR spectrum of compound 3g. 
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Figure S153. IR spectrum of compound 4a. 
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Figure S154. IR spectrum of compound 4b. 
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Figure S155. IR spectrum of compound 4c. 
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Figure S156. IR spectrum of compound 4d. 
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Figure S157. IR spectrum of compound 4e. 

 

 

  



 

S163 

Figure S158. IR spectrum of compound 4f. 
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Figure S159. IR spectrum of compound 4g. 
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Figure S160. IR spectrum of compound 5a. 
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Figure S161. IR spectrum of compound 5b. 
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Figure S162. IR spectrum of compound 5c. 
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Figure S163. IR spectrum of compound 5d. 
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Figure S164. IR spectrum of compound 5e. 
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Figure S165. IR spectrum of compound 5f. 
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Figure S166. IR spectrum of compound 5g. 
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Figure S167. IR spectrum of compound 6a. 
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Figure S168. IR spectrum of compound 6b. 
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Figure S169. IR spectrum of compound 6c. 
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Figure S170. IR spectrum of compound 6g. 
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Figure S171. IR spectrum of compound 6e. 
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Figure S172. IR spectrum of compound 6f. 
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Figure S173. IR spectrum of compound 6g. 
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Table S1 
S. aureus GyraseA with DNA K. pneumoniae GyraseA with DNA 

Subunit I (GyrA1) Subunit II (GyrA2) Subunit I (GyrA1) Subunit II (GyrA2) 

Compound Pose ChemScore ∆G (kcal/mol) ChemScore ∆G (kcal/mol) ChemScore ∆G (kcal/mol) ChemScore ∆G (kcal/mol) 

 
6a 

1 19.015 -23.5912 17.9679 -20.812 19.5618 -21.7873 14.437 -17.2497 

2 18.6785 -22.3179 17.4624 -19.3749 18.9911 -22.3009 14.4264 -17.2631 

3 18.4116 -22.6901 17.4176 -19.5767 18.9659 -21.4667 14.2923 -17.259 

4 18.3579 -20.8162 17.4053 -19.9609 18.8762 -21.7556 13.9285 -21.2718 

5 18.2934 -20.5248 17.3675 -21.7069 18.6456 -21.6769 13.8058 -17.4839 

6 18.2452 -20.3763 16.9389 -18.8812 18.5986 -22.3718 13.7849 -16.8172 

7 17.9322 -20.3626 16.8043 -21.077 18.4412 -22.1318 13.6828 -16.919 

8 17.8748 -20.576 16.5406 -19.9763 18.0295 -20.1253 13.4749 -17.9284 

9 17.7158 -20.4671 16.3727 -18.4667 18.0148 -21.4708 13.2012 -16.4885 

10 15.9372 -18.578 15.4572 -17.2486 17.4271 -21.458 13.0517 -18.5486 

 
6b 

1 19.8667 -21.5395 18.288 -21.7767 18.7201 -21.2675 14.6246 -18.3252 

2 18.0233 -22.4758 18.1771 -21.3961 18.5004 -20.6171 14.265 -16.5579 

3 17.9643 -19.784 17.9041 -20.9702 18.4374 -21.7994 14.0222 -18.9375 

4 17.6878 -19.5941 17.5853 -22.4999 18.0984 -21.3281 13.9448 -16.4876 

5 17.6428 -21.3247 17.5717 -19.2494 17.8982 -21.6551 13.8709 -18.1633 

6 17.0688 -20.5237 17.3923 -19.164 17.8932 -19.7203 13.3791 -16.9902 

7 16.7168 -19.8492 17.2979 -22.3496 17.6474 -20.6776 13.0782 -16.6124 

8 16.1811 -19.7817 16.9364 -23.2768 17.6064 -21.2443 12.8941 -15.2309 

9 15.8422 -18.1975 16.6093 -18.8153 17.6033 -20.736 12.7003 -14.7561 

10 15.4482 -18.5583 16.2631 -19.4697 17.4824 -20.0576 12.2694 -16.7888 

 
6c 

1 21.0028 -22.8366 21.2817 -24.0464 21.4557 -23.8936 19.5191 -23.1904 

2 20.7241 -25.3622 20.7575 -22.9127 20.7475 -22.9921 17.6006 -19.7543 

3 20.3784 -22.9843 20.7125 -23.1097 20.2582 -23.7218 17.0698 -24.3173 

4 20.2414 -27.0529 20.6623 -23.5423 19.9449 -23.233 16.9657 -19.8946 

5 20.0564 -22.5644 20.6113 -23.275 19.7408 -23.585 16.755 -19.8839 

6 19.8613 -22.9684 20.1788 -22.4355 19.7034 -23.6423 16.712 -18.6538 

7 19.6996 -23.3613 19.4286 -21.3365 19.3027 -23.8576 16.632 -20.2258 

8 19.3211 -21.6361 19.4266 -21.9081 19.2159 -23.8039 16.278 -20.1084 

9 19.2689 -21.7208 18.2177 -20.5938 19.1216 -23.1827 16.0657 -24.2871 

10 17.9111 -21.9367 18.0494 -23.4122 18.7828 -20.9026 15.4169 -20.0502 

 
6d 

1 21.9327 -25.7391 19.6446 -25.1047 23.293 -27.6932 18.1307 -22.7802 

2 21.4631 -25.3351 19.3691 -23.7173 23.1027 -27.8039 17.8454 -22.3851 

3 21.4525 -25.1178 19.1292 -24.7031 23.0932 -26.7071 17.8339 -21.7959 

4 20.9933 -24.7591 19.1235 -23.4604 22.7861 -26.474 17.7402 -22.5159 

5 20.8088 -24.4527 19.1076 -22.9216 22.7497 -28.6988 17.4623 -21.1548 

6 20.4933 -26.3817 18.8404 -24.495 22.7345 -26.8916 16.6164 -20.5651 

7 20.17 -25.5802 18.768 -23.8146 22.7099 -26.2972 16.1586 -20.9985 

8 19.1537 -28.6353 17.8378 -21.2861 22.6665 -26.1774 15.0048 -20.147 

9 18.9 -26.2366 17.8195 -21.7924 22.5627 -27.0266 14.6204 -17.7354 

10 18.1598 -22.9399 17.4906 -22.4833 21.9163 -25.8775 14.3136 -20.3627 

 
6e 

1 22.7264 -28.2025 20.2349 -23.52 23.3059 -27.7591 17.9659 -24.2013 

2 22.4539 -26.5328 20.0599 -26.3648 22.8447 -27.2144 17.2422 -23.2938 

3 22.379 -27.5564 19.8426 -23.2674 22.3977 -26.1046 17.2267 -22.2034 

4 22.3721 -29.4673 19.4867 -25.6941 22.3257 -25.9407 16.2817 -20.5823 

5 22.1723 -25.7923 19.4388 -24.9892 22.2999 -27.0945 16.067 -19.9703 

6 21.7199 -25.5481 19.377 -27.4029 22.2581 -25.8221 15.9869 -21.2619 

7 21.7158 -25.3829 19.0838 -25.4816 21.9756 -27.1476 15.9448 -21.1802 

8 21.2266 -27.1813 18.9775 -23.3966 21.3329 -25.6246 15.4755 -20.2775 

9 20.6962 -27.5057 18.4125 -21.9597 21.0572 -27.1539 15.01 -21.4326 

10 20.6649 -27.8474 17.8826 -22.6384 20.9572 -25.7359 14.7313 -20.338 

 
6f 

1 23.1522 -25.5482 22.0146 -24.3903 22.4313 -25.3748 18.8167 -23.2206 

2 22.8932 -26.4973 21.3729 -23.7541 21.3942 -24.9152 18.8093 -22.4623 

3 22.2973 -24.4731 21.1813 -26.308 21.2883 -26.3852 18.5314 -22.4095 

4 21.8529 -24.2695 20.9503 -23.3308 21.2784 -24.7633 18.5104 -21.7027 

5 21.8042 -24.7147 20.7564 -23.3031 20.8111 -22.9127 18.4162 -21.9581 

6 21.3619 -23.5706 20.6387 -22.947 20.5504 -23.8177 17.6598 -21.3662 

7 20.6388 -24.5721 20.0784 -22.3253 20.4313 -24.3793 16.1005 -18.5159 

8 20.1401 -22.4174 19.8064 -22.8983 20.1437 -23.7156 15.3344 -19.2586 

9 19.5261 -22.382 19.7332 -22.3956 19.9679 -24.1996 15.0544 -19.6293 

10 19.3666 -22.8497 19.2319 -24.5302 18.1112 -20.5118 14.8832 -17.0829 

 
6g 

1 23.4943 -28.602 22.3227 -24.8709 23.7909 -27.1988 20.1066 -23.9475 

2 22.5529 -26.69 22.2542 -25.2095 23.338 -26.7974 19.3969 -22.7357 

3 22.0029 -25.6426 21.6142 -24.549 22.8833 -26.4776 19.1681 -22.4697 

4 21.5357 -23.9133 21.4723 -24.3895 21.9563 -25.5088 19.038 -23.4453 

5 21.3201 -27.81 21.345 -23.7118 21.8306 -26.0423 18.9794 -22.4162 

6 21.1582 -24.7549 21.1972 -23.5954 21.7848 -26.3824 18.7465 -22.4579 

7 20.9505 -23.6745 21.1511 -23.8016 21.6403 -25.8628 17.5725 -22.2551 

8 20.1898 -23.0974 21.1397 -24.6914 21.5924 -24.1509 17.1012 -20.6497 

9 19.2848 -21.3876 21.0387 -23.1754 21.5313 -24.4966 16.0953 -23.6243 

10 18.7351 -23.9732 20.6707 -22.7675 21.2156 -24.9092 16.0269 -19.1232 

Table S1. Binding affinities of compounds 6a-g against DNA gyrase from S. aureus, K. pneumoniae. 


