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1. I-TASSER Results

Figure S1. The four other models obtained from I-TASSER for VanZ.

Predicted Secondary Structure
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Sequence  MGKILSRGLLALYLVTLIWLVLFKLQYNILSVFNYHQRSLNLTPFTATGNFREMIDNVIIFIPFGLLLNVNFKEIGFLPKFAFVLVLSLTFEIIQFIFAIGATDITDVITNTVGGFLGLKLYGLSNKH

Prediction CCCCHHHHHHHHHHHHHHHHHHHCCCCCCCCCCCCCCCCSSSSCHHHHHHHHHHHHHHHHHHHHHHHHHHHHHHCCHHHHHHHHHHHHHHHHHHHHHHCCCCCCHHHHHHHHHHHHHHHHHHHHHHHH

Conf.Score 9333899999999999999999708556721602445460856446577899999998999997999999999962519999999999999999999983389746899999989999999999999999
H:Helix; S:Strand; C:Coil

Figure S2. Predicted secondary structure and confidence score.
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Figure S3. The predicted normalized B-factor value.

Table S1. The ten templates and its Z-score.

128

Rank PDB hits Normalized Z-score

1 6exsA 1.00

2 4ryiA 1.30

3 6y79 1.16

4 6u0oA 1.06

5 3wajA 1.02

6 406yA 1.16

7 orfq 1.16

8 60b6A 1.04

9 5t40K 1.15

10 7a23 1.16
Table S2. Models and their C-score.

Model C-score

1 -2.13

2 -4.72

3 -3.93

4 -4.91

5 -5.00

148

166



2. Ramachandran plot
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Figure S4. Ramachandran Plot for VanZ
3. Docking results

Table S3. The docking score of all the VanZ-G3K pose.

Ligand Binding Affinity Kcal/mol
vps_C15H11IN7O_uff E=728.43 -7.7
vps_C15H11IN7O_uff E=728.43 -7.6
vps_C15H11IN7O_uff E=728.43 -7.3
vps_C15H11IN7O_uff E=728.43 -7.2
vps_C15H11IN7O_uff E=728.43 -7.2
vps_C15H11IN7O_uff E=728.43 -7.1
vps_C15H11IN7O_uff E=728.43 -7.0
vps_C15H11IN7O_uff E=728.43 -6.9

vps_C15H11IN7O_uff_E=728.43 -6.9




4. Membrane model for understanding the amino acid positioning
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Figure S5. Protter based prediction for transmembrane regions marked with interacting amino

acids.

5. Chemical synthesis of G3K
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Figure S6. The '"H-NMR spectra of G3K.
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Figure S7. The chromatogram of G3K plotted as the relative response of the PDA detector (AU)
at 284 nm over time.
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Figure S8. The UV-Vis spectrum of G3K plotted as the dependence of the relative absorption
unit (AU) on the wavelength.



6. Antibacterial activity of G3K.
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Figure S9. Effect of increasing the amount of G3K on bacteria yield after overnight growth.



