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a 0(?1:11;/.1111) Bacterial Species /Inhibition Zones mm * SD*
Gram-Negative Bacteria Gram-Positive Bacteria
Ecoli "M MRsa
CIP-resistant E. coli CIP-resistant Klebsiella pneumonia ATCC rens Staph. au-
11229 ATCC reus SA4
25923
E15 E16 E17 E13 Kpl Kp8 Kp9 Kp5
la 12+0 12+0 1.3=+0.05 0 0 0 0 12+0 1.85+0.05 0 0
1b 31+0.1 0 0 23+0.1 0 0 0 0 2.2+ 0.05 0 0
1c 1.5+£0 1.3%0 15+0 1.7+0 15+0 1.05+0.051.25+0.05 0 2.0£0.05 0 0
1d 0 0 0 0 0 0 0 1.03+0.05 1.5+0.05 1.05+0.0 0
le 0 0 0 0 0 0 0 1.15+0.05 1.8+0.05 1.15+0.0 1.8+0.05
2a 2+0 2+0 3+0 22+0 170 27+0 19+0 3.6+0 295£0.05 25+0 1.85+0
2b 0 0 0 0 22+0 1.15+0.05 1.9+0.1 0 1.85+0.05 1.85+0 1.35+0.05
2c 0 0 0 0 2+0 1.55+005 2+0 0 2.2+ 0.05 0 0
2d 0 0 0 0 0 0 0 1.03+0.05 1.5+0.05 1.05+0.0 0
2e 0 0 0 0 0 0 0 1.15+0.05 1.8+0.05 1.15+0.0 1.8+0.05
CIP! 0 0 0 0 0 0 0 0 20 225 22.5

! CIP: Ciprofloxacin Reference standard.
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Figure S1. the first view display the hydrophobicity interaction of inhibitor 1a in AC1 site. The first
view displays hydrophobic interaction between 1a and gyrase B which mapped by Molegro Molec-
ular Viewer, it uses the Kyte-Doolittle scale to rank amino acid hydrophobicity, where the color blue
in-dicating the most hydrophilic, the color white equal 0.0 and orange-red color being the most hy-
drophobic. It also displays the amino acids of gyrase B as thin sticks while compound 1a atoms are
represented as bold sticks.The second view represents the electrostatic interactions of la-gyrase B
complex. The second view display the electrostatic charges, red surface refers to negative charge
while blue surface is positive charge and the inhibitor 1a colored according to the atom type (carbon
atom is dark gray, oxygen atoms are red while phosphorus is dark yellow and nitrogen for violet).
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Figure S2. the first view represents different interactions for 1b in ACl site. the second view displays
the hydrophobicity interaction of inhibitor 1b in AC1 site. The second view displays hydrophobic




interaction between 1b and gyrase B which mapped by Molegro Molecular Viewer, it uses the Kyte-
Doolittle scale to rank amino acid hydrophobicity, where the color blue indicating the most hydro-
philic, the color white equal 0.0 and orange-red color being the most hydrophobic. It also displays
the amino acids of gyrase B as thin sticks while compound 1b atoms are represented as bold sticks.
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Figure S3. The first view displays hydrophobicity interaction of inhibitor 1c in AC1 site The first
view displays hydrophobic interaction between 1c and gyrase B which mapped by Molegro



Molecular Viewer, it uses the Kyte-Doolittle scale to rank amino acid hydrophobicity, where the
color blue indicating the most hydrophilic, the color white equal 0.0 and orange-red color being the
most hydrophobic. It also displays theamino acids of gyrase B as thin sticks while compound 1c
atoms are represented as bold sticks. the second view exhibit different interactions for 1c in AC1
site.
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Figure S4. The first view displays hydrophobicity interaction of inhibitor 1d1 in AC1 site. This view
displays hydrophobic interaction between 1d1 and gyrase B which mapped by Molegro Molecular
Viewer, it uses the Kyte-Doolittle scale to rank amino acid hydrophobicity, where the color blue
indicating the most hydrophilic, the color white equal 0.0 and orange-red color being the most hy-
drophobic. It also displays the amino acids of gyrase B as thin sticks while compound 1d1 atoms are
represented as bold sticks. the second view exhibit different interactions for 1d1 in AC1 site. the
second view exhibit different interactions for 1d1 in ACI site.
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Figure S5. the first view represents different interactions for 1el in AC2 site. The first view displays
hydrophobic interaction between 1el and gyrase B which mapped by Molegro Molecular Viewer,
it uses the Kyte-Doolittle scale to rank amino acid hydrophobicity, where the Colour blue indicating
the most hydrophilic, the color white equal 0.0 and orange-red color being the most hydrophobic.
It also displays the amino acids of gyrase B as thin sticks while compound 1el atoms are represented
as bold sticks. the second view displays the hydrophobicity interaction of inhibitor 1el in AC2.
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Figure S7. the first view represents different interactions for 1e2 in AC2 site. The first view displays
hydrophobic interaction between 1e2 and gyrase B which mapped by Molegro Molecular Viewer,
it uses the Kyte-Doolittle scale to rank amino acid hydrophobicity, where the color blue indicating
the most hydrophilic, the color white equal 0.0 and orange red color being the most hydrophobic. It
also displays the amino acids of gyrase B as thin sticks while compound 1e2 atoms are represented
as bold sticks. the second view displays the hydrophobicity interaction of inhibitor 1e2 in AC2.
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Figure S8. the first view represents different interactions for 2b in AC1 site The first view displays
hydrophobic interaction between 2b and gyrase B which mapped by Molegro Molecular Viewer, it
uses the Kyte-Doolittle scale to rank amino acid hydrophobicity, where the color blue indicating the
most hydrophilic, the color white equal 0.0 and orange-red color being the most hydrophobic. It
also displays the amino acids of gyrase B as thin sticks while compound 2b atoms are represented
as bold sticks. the second view displays the hydrophobicity interaction of inhibitor 2b in AC1.
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Figure S9. The first view displays hydrophobicity interaction of inhibitor 2¢ in ACI site. The first
view displays hydrophobic interaction between 2¢ and gyrase B which mapped by Molegro Molec-
ular Viewer, it uses the Kyte-Doolittle scale to rank amino acid hydrophobicity, where the color blue
indicating the most hydrophilic, the color white equal 0.0 and orange-red color being the most hy-
drophobic. It also displays the amino acids of gyrase B as thin sticks while compound 2c¢ atoms are
represented as bold sticks. the second view exhibit different interactions for 2¢ in ACI site.
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Figure S10. The first view displays hydrophobicity interaction of inhibitor 2d in AC1 site. the sec-
ond view exhibit different interactions for 2d in ACl site. The second view displays hydrophobic
interaction between 2d and gyrase B which mapped by Molegro Molecular Viewer, it uses the Kyte-
Doolittle scale to rank amino acid hydrophobicity, where the color blue indicating the most hydro-
philic, the color white equal 0.0 and orange-red color being the most hydrophobic. It also displays
the amino acids of gyrase B as thin sticks while compound 2d atoms are represented as bold sticks.
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Figure S11. The first view displays hydrophobicity interaction of inhibitor 2e in AC1 site. The first
view displays hydrophobic interaction between 2e and gyrase B which mapped by Molegro Mo-
lecular Viewer, it uses the Kyte-Doolittle scale to rank amino acid hydrophobicity, where the color
blue indicating the most hydrophilic, the color white equal 0.0 and orange-red color being the most
hydrophobic. It also displays the amino acids of gyrase B as thin sticks while compound 2e atoms
are represented as bold sticks. the second view exhibit different interactions for 2e in AC1 site.
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Figure S12. The experimental ligand interaction and distance with the crystal structure 5L3J in AC1.
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