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Table S1. Quality assessment parameters of the predicted RhlR and PqsA models

	Name of the Protein
	C-Score
	Estimated TM-Score
	Estimated RMSD (Å)

	RhlR
	1.23
	0.88 ± 0.07
	4.8 ± 3.1

	PqsA
	1.32
	0.90 ± 0.06
	3.1 ± 2.2


Table S2. QMEAN assessment parameters for the modeled proteins

	Parameters
	Rhl R
	Z-Score (RhlR)
	PqsA
	Z-Score (PqsA)

	C-beta interaction energy
	-80.62
	-0.59
	-116.17
	-0.96

	All-atom pairwise energy
	-5745.15
	-0.39
	-10496.80
	-0.93

	Solvation energy
	-30.28
	0.62
	-41.49
	-0.38

	Torsion angle energy
	-22.69
	-2.71
	-82.87
	-2.04

	Secondary structure agreement
	83.4%
	0.18
	81.2%
	0.39

	Solvent accessibility agreement
	75.5%
	-0.80
	81.0%
	-0.04

	Total QMEAN-score
	0.603
	-1.79
	0.708
	-0.70
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Fig. S1. UV-Vis absorption spectra of biogenic AgNPs after four months.
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Fig. S2. HRTEM images of biogenic AgNPs after four months.





















Fig. S3. Growth curve analysis of test pathogens at respective ½ x MIC.
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Fig. S4. Log CFU values of test pathogens at ½ x MICs.
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Fig. S5. Modeled three-dimensional structures of (A) RhlR and (B) PqsA
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Fig. S6. Ramachandran Plot of (A) RhlR and (B) PqsA 
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Fig. S7. ERRAT plots of (A) RhlR and (B) PqsA
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Fig. S8. Verify 3D plots of (A) RhlR and (B) PqsA
image1.tiff
Absorbance

300

T
350

T
400

T 1 r 1t T 1 ' 1
450 500 550 600 650

Wavelength (nm)

T
700

T
750

800




image2.tiff




image3.png
ODat 600 nm

1.8
1.6
1.4
1.2

0.8
0.6
0.4
0.2

—4&— Untreated K. pneumoniae —fi—POLE-AgNP 8 ug/ml

4 8 12 16
Time (h)

20

24

28




image4.png
ODat 600 nm

25

15

05

~—— Untreated E. coli

12

== POLE-AgNP 2 ug/ml

16 20
Time (h)

24

28




image5.png
ODat 600 nm

14

12

08

06

04

0.2

—&—Untreated P. aeruginosa

4 8 12

16
Time (h)

20

—8—POLE-AgNP 8 ug/ml

24

28




image6.png
ODat 600 nm

1.8
1.6
1.4
1.2

0.8
0.6
0.4
0.2

~&—Untreated S. aureus

4 8 12

—8— POLE-AGNP 2 ug/ml

16
Time (h)

20

24

28




image7.png
ODat 600 nm

1.8
1.6
1.4
1.2

0.8
0.6
0.4
0.2

——Untreated C. violaceum  =—fll=POLE-AgNP 4 ug/ml

4 8 12 16
Time (h)

20

24

28




image8.png
ODat 600 nm

1.8
1.6
1.4
1.2

0.8
0.6
0.4
0.2

—4&— Untreated K. pneumoniae —fi—POLE-AgNP 8 ug/ml

4 8 12 16
Time (h)

20

24

28




image9.png
ODat 600 nm

25

15

05

~—— Untreated E. coli

12

== POLE-AgNP 2 ug/ml

16 20
Time (h)

24

28




image10.png
ODat 600 nm

14

12

08

06

04

0.2

—&—Untreated P. aeruginosa

4 8 12

16
Time (h)

20

—8—POLE-AgNP 8 ug/ml

24

28




image11.png
ODat 600 nm

1.8
1.6
1.4
1.2

0.8
0.6
0.4
0.2

~&—Untreated S. aureus

4 8 12

—8— POLE-AGNP 2 ug/ml

16
Time (h)

20

24

28




image12.png
ODat 600 nm

1.8
1.6
1.4
1.2

0.8
0.6
0.4
0.2

——Untreated C. violaceum  =—fll=POLE-AgNP 4 ug/ml

4 8 12 16
Time (h)

20

24

28




image13.tiff
Log CFUImI

10

- Untreated control
=0 12 x MIC of POLE-AgNP.

c V,glsseu'"P_ & emgmﬁ’ac o eumonia® E.ool g wreus

Test pathogens





image14.png




image15.png




image16.jpeg
A GanerulPre.Pro/Pine Fauoured % 4 GenerkPre-ProjProling Allwed
X Giycne Favoured ¥ Giyone Alowed




image17.jpeg
A GanerulPre.Pro/Pine Fauoured % 4 GenerkPre-ProjProling Allwed
X Giycne Favoured ¥ Giyone Alowed




image18.jpeg
Program: ERRAT2

File: /var/www/SAVES/Jobs/5148144//errat.pdb
Chain#:1

Overall quality factor**: 94.466

Error value*

Ji gl

60 80 100 120 140 160 180 200 220 240 260 280 300
Residue # (window center)

*On the ertor axis, two lines are drawn to indicate the confidence with
which it is possible to reject regions that exceed that error value.
**Expressed as the percentage of the protein for which the calculated
etror value falls below the 95% rejection limit._Good high resolution
sttuctures genstaly procuce values around 95+% orhigher. Forlower
resolutions (2.5 to 3A) the average overall quality factor is around 91%.




image19.jpeg
Error value*

Program: ERRAT2

File: /var/www/SAVES/Jobs/5148144//errat.pdb
Chain#:1

Overall quality factor**: 94.466

i HWM A

320 340 360 380 400 420 440 460 480 500
Residue # (window center)

*On the ertor axis, two lines are drawn to indicate the confidence with
which it is possible to reject regions that exceed that error value.
**Expressed as the percentage of the protein for which the calculated
etror value falls below the 95% rejection limit._Good high resolution
sttuctures genstaly procuce values around 95+% orhigher. Forlower
resolutions (2.5 to 3A) the average overall quality factor is around 91%.




image20.jpeg
Program: ERRAT2

File: /var/www/SAVES/Jobs/9128745//errat.pdb
Chain#:1

Overall quality factor**: 95.279

Error value*

bl Ml MMHHWNHHH il

20 0 60 80 100 120 140 160 180 200 220
Residue # (window center)

*On the ertor axis, two lines are drawn to indicate the confidence with
which it is possible to reject regions that exceed that error value.
**Expressed as the percentage of the protein for which the calculated
etror value falls below the 95% rejection limit._Good high resolution
sttuctures genstaly procuce values around 95+% orhigher. Forlower
resolutions (2.5 to 3A) the average overall quality factor is around 91%.




image21.jpeg
Program: ERRAT2

File: /var/www/SAVES/Jobs/5148144//errat.pdb
Chain#:1

Overall quality factor**: 94.466

Error value*

Ji gl

60 80 100 120 140 160 180 200 220 240 260 280 300
Residue # (window center)

*On the ertor axis, two lines are drawn to indicate the confidence with
which it is possible to reject regions that exceed that error value.
**Expressed as the percentage of the protein for which the calculated
etror value falls below the 95% rejection limit._Good high resolution
sttuctures genstaly procuce values around 95+% orhigher. Forlower
resolutions (2.5 to 3A) the average overall quality factor is around 91%.




image22.jpeg
Error value*

Program: ERRAT2

File: /var/www/SAVES/Jobs/5148144//errat.pdb
Chain#:1

Overall quality factor**: 94.466

i HWM A

320 340 360 380 400 420 440 460 480 500
Residue # (window center)

*On the ertor axis, two lines are drawn to indicate the confidence with
which it is possible to reject regions that exceed that error value.
**Expressed as the percentage of the protein for which the calculated
etror value falls below the 95% rejection limit._Good high resolution
sttuctures genstaly procuce values around 95+% orhigher. Forlower
resolutions (2.5 to 3A) the average overall quality factor is around 91%.




image23.jpeg
Program: ERRAT2

File: /var/www/SAVES/Jobs/9128745//errat.pdb
Chain#:1

Overall quality factor**: 95.279

Error value*

bl Ml MMHHWNHHH il

20 0 60 80 100 120 140 160 180 200 220
Residue # (window center)

*On the ertor axis, two lines are drawn to indicate the confidence with
which it is possible to reject regions that exceed that error value.
**Expressed as the percentage of the protein for which the calculated
etror value falls below the 95% rejection limit._Good high resolution
sttuctures genstaly procuce values around 95+% orhigher. Forlower
resolutions (2.5 to 3A) the average overall quality factor is around 91%.




image24.png
[} LTASSERres. X ¥ [) LTASSERres. X ¥ M QMEANserv: X ¥ Q Qmeanserve X ¥ Q Qmeanserve X ¥ 4@ Vis3d-3Dq. X VS SAVES

© services.mbi.ucla.edu/Verify 3D/

At least 80% of the amino acids have scored >= 0.2 in the 3D/1D profile.

Raw data files
« Output from DSSP

« from Environements Program
« Raw output text
« Averaged output

« Right click the plot to down load the plot. Choose "This Frame > Show only this frame"
« Click on 2 point to reveal the residue and value.

060 +Click and hold a point to identify it
050
040
030

020

3D-1D Averaged Score

010

(X4
000

25 50 75 100

Venfy 30 homs +  SAVES homs +  DOEElServicss +  DOE-ELHome

LI pqs verify_3D.html ~ = RhL_R_PDE_FIXpdb. ~ = pgsA_PDB_FiXpdb..jpg ~ = pgsA_PDB_FiXpdb..jpg ~ F pgsaAnoleaPDBpdb A Showall X
251PM
2 )
o | @ 25 @ [P3 Bl





image25.png
[} LTASSERres. X ¥ [) LTASSERres. X ¥ M QMEANserv: X ¥ Q Qmeanserve X ¥ Q Qmeanserve X ¥ 4@ Vis3d-3Dq. X VS SAVES

© services.mbi.ucla.edu/Verify 3D/

At least 80% of the amino acids have scored >= 0.2 in the 3D/1D profile.

Raw data files
« Output from DSSP

« from Environements Program
« Raw output text

« Averaged output

« Right click the plot to down load the plot. Choose "This Frame > Show only this frame"
« Click on 2 point to reveal the residue and value.

100 125 150 175 200
Residue Number

Venfy 30 homs +  SAVES homs +  DOEElServicss +  DOE-ELHome

LI pqs verify_3D.html ~ = RhL_R_PDE_FIXpdb. ~ = pgsA_PDB_FiXpdb..jpg ~ = pgsA_PDB_FiXpdb..jpg ~ F pgsaAnoleaPDBpdb A Showall X
252M
2 )
o | @ 25 @ [P3 Bl





image26.png
[} LTASSERres. X ¥ [) LTASSERres. X ¥ M QMEANserv: X ¥ Q Qmeanserve X ¥ Q Qmeanserve X ¥ 4@ Vis3d-3Dq. X VS SAVES

© services.mbi.ucla.edu/Verify 3D/

At least 80% of the amino acids have scored >= 0.2 in the 3D/1D profile.

Raw data files
« Output from DSSP

« from Environements Program
« Raw output text

« Averaged output

« Right click the plot to down load the plot. Choose "This Frame > Show only this frame"
« Click on 2 point to reveal the residue and value.

150 175 200 225

Venfy 30 homs +  SAVES homs +  DOEElServicss +  DOE-ELHome

LI pqs verify_3D.html ~ = RhL_R_PDE_FIXpdb. ~ = pgsA_PDB_FiXpdb..jpg ~ = pgsA_PDB_FiXpdb..jpg ~ F pgsaAnoleaPDBpdb A Showall X
253PM
2 )
o | @ 25 @ [P3 [ef[s o m P 220





image27.png
[} LTASSERres. X ¥ [) LTASSERres. X ¥ M QMEANserv: X ¥ Q Qmeanserve X ¥ Q Qmeanserve X ¥ 4@ Vis3d-3Dq. X VS SAVES

© services.mbi.ucla.edu/Verify 3D/

At least 80% of the amino acids have scored >= 0.2 in the 3D/1D profile.

Raw data files
« Output from DSSP

« from Environements Program
« Raw output text
« Averaged output

« Right click the plot to down load the plot. Choose "This Frame > Show only this frame"
« Click on 2 point to reveal the residue and value.

060 +Click and hold a point to identify it
050
040
030

020

3D-1D Averaged Score

010

(X4
000

25 50 75 100

Venfy 30 homs +  SAVES homs +  DOEElServicss +  DOE-ELHome

LI pqs verify_3D.html ~ = RhL_R_PDE_FIXpdb. ~ = pgsA_PDB_FiXpdb..jpg ~ = pgsA_PDB_FiXpdb..jpg ~ F pgsaAnoleaPDBpdb A Showall X
251PM
2 )
o | @ 25 @ [P3 Bl





image28.png
[} LTASSERres. X ¥ [) LTASSERres. X ¥ M QMEANserv: X ¥ Q Qmeanserve X ¥ Q Qmeanserve X ¥ 4@ Vis3d-3Dq. X VS SAVES

© services.mbi.ucla.edu/Verify 3D/

At least 80% of the amino acids have scored >= 0.2 in the 3D/1D profile.

Raw data files
« Output from DSSP

« from Environements Program
« Raw output text

« Averaged output

« Right click the plot to down load the plot. Choose "This Frame > Show only this frame"
« Click on 2 point to reveal the residue and value.

100 125 150 175 200
Residue Number

Venfy 30 homs +  SAVES homs +  DOEElServicss +  DOE-ELHome

LI pqs verify_3D.html ~ = RhL_R_PDE_FIXpdb. ~ = pgsA_PDB_FiXpdb..jpg ~ = pgsA_PDB_FiXpdb..jpg ~ F pgsaAnoleaPDBpdb A Showall X
252M
2 )
o | @ 25 @ [P3 Bl





image29.png
[} LTASSERres. X ¥ [) LTASSERres. X ¥ M QMEANserv: X ¥ Q Qmeanserve X ¥ Q Qmeanserve X ¥ 4@ Vis3d-3Dq. X VS SAVES

© services.mbi.ucla.edu/Verify 3D/

At least 80% of the amino acids have scored >= 0.2 in the 3D/1D profile.

Raw data files
« Output from DSSP

« from Environements Program
« Raw output text

« Averaged output

« Right click the plot to down load the plot. Choose "This Frame > Show only this frame"
« Click on 2 point to reveal the residue and value.

150 175 200 225

Venfy 30 homs +  SAVES homs +  DOEElServicss +  DOE-ELHome

LI pqs verify_3D.html ~ = RhL_R_PDE_FIXpdb. ~ = pgsA_PDB_FiXpdb..jpg ~ = pgsA_PDB_FiXpdb..jpg ~ F pgsaAnoleaPDBpdb A Showall X
253PM
2 )
o | @ 25 @ [P3 [ef[s o m P 220





image30.png
Tabish

[} LTASSERres. X ¥ [) LTASSERres. X ¥ M QMEANserv: X ¥ Q Qmeanserve X ¥ Q Qmeanserve X ¥ 4@ Vis3d-3Dq. X VS SAVES

© services.mbi.ucla.edu/Verify 3D/

At least 80% of the amino acids have scored >= 0.2 in the 3D/1D profile.

Raw data files
« Output from DSSP

« from Environements Program
« Raw output text
« Averaged output

« Right click the plot to down load the plot. Choose "This Frame > Show only this frame"
« Click on 2 point to reveal the residue and value.

090 Click and hold a point to identify it
080
070
060

050

040

3D-1D Averaged Score

030

020

010

000

20 40 60 80 100 120 140 160 1

Venfy 30 homs +  SAVES homs +  DOEElServicss +  DOE-ELHome

LI pqs verify_3D.html ~ = RhL_R_PDE_FIXpdb. ~ = pgsA_PDB_FiXpdb..jpg ~ = pgsA_PDB_FiXpdb..jpg ~ F pgsaAnoleaPDBpdb A Showall X

i Er @ ™ [l w2 -





image31.png
Tabish

[} LTASSERres. X ¥ [) LTASSERres. X ¥ M QMEANserv: X ¥ Q Qmeanserve X ¥ Q Qmeanserve X ¥ 4@ Vis3d-3Dq. X VS SAVES

© services.mbi.ucla.edu/Verify 3D/

At least 80% of the amino acids have scored >= 0.2 in the 3D/1D profile.

Raw data files
« Output from DSSP

« from Environements Program
« Raw output text

« Averaged output

« Right click the plot to down load the plot. Choose "This Frame > Show only this frame"
« Click on 2 point to reveal the residue and value.

180 200 220 240 260 280 300 320 340 360 3
Residue Number

Venfy 30 homs +  SAVES homs +  DOEElServicss +  DOE-ELHome

LI pqs verify_3D.html ~ = RhL_R_PDE_FIXpdb. ~ = pgsA_PDB_FiXpdb..jpg ~ = pgsA_PDB_FiXpdb..jpg ~ F pgsaAnoleaPDBpdb A Showall X

ose| | @ @ @ W Bl





image32.png
Tabish

[} LTASSERres. X ¥ [) LTASSERres. X ¥ M QMEANserv: X ¥ Q Qmeanserve X ¥ Q Qmeanserve X ¥ 4@ Vis3d-3Dq. X VS SAVES

© services.mbi.ucla.edu/Verify 3D/

At least 80% of the amino acids have scored >= 0.2 in the 3D/1D profile.

Raw data files
« Output from DSSP

« from Environements Program
« Raw output text

« Averaged output

« Right click the plot to down load the plot. Choose "This Frame > Show only this frame"
« Click on 2 point to reveal the residue and value.

340 360 380 400 420 440 460 480 500

Venfy 30 homs +  SAVES homs +  DOEElServicss +  DOE-ELHome

LI pqs verify_3D.html ~ = RhL_R_PDE_FIXpdb. ~ = pgsA_PDB_FiXpdb..jpg ~ = pgsA_PDB_FiXpdb..jpg ~ F pgsaAnoleaPDBpdb A Showall X

ose| | @ @ @ W Bl





image33.png
Tabish

[} LTASSERres. X ¥ [) LTASSERres. X ¥ M QMEANserv: X ¥ Q Qmeanserve X ¥ Q Qmeanserve X ¥ 4@ Vis3d-3Dq. X VS SAVES

© services.mbi.ucla.edu/Verify 3D/

At least 80% of the amino acids have scored >= 0.2 in the 3D/1D profile.

Raw data files
« Output from DSSP

« from Environements Program
« Raw output text
« Averaged output

« Right click the plot to down load the plot. Choose "This Frame > Show only this frame"
« Click on 2 point to reveal the residue and value.

090 Click and hold a point to identify it
080
070
060

050

040

3D-1D Averaged Score

030

020

010

000

20 40 60 80 100 120 140 160 1

Venfy 30 homs +  SAVES homs +  DOEElServicss +  DOE-ELHome

LI pqs verify_3D.html ~ = RhL_R_PDE_FIXpdb. ~ = pgsA_PDB_FiXpdb..jpg ~ = pgsA_PDB_FiXpdb..jpg ~ F pgsaAnoleaPDBpdb A Showall X

i Er @ ™ [l w2 -





image34.png
Tabish

[} LTASSERres. X ¥ [) LTASSERres. X ¥ M QMEANserv: X ¥ Q Qmeanserve X ¥ Q Qmeanserve X ¥ 4@ Vis3d-3Dq. X VS SAVES

© services.mbi.ucla.edu/Verify 3D/

At least 80% of the amino acids have scored >= 0.2 in the 3D/1D profile.

Raw data files
« Output from DSSP

« from Environements Program
« Raw output text

« Averaged output

« Right click the plot to down load the plot. Choose "This Frame > Show only this frame"
« Click on 2 point to reveal the residue and value.

180 200 220 240 260 280 300 320 340 360 3
Residue Number

Venfy 30 homs +  SAVES homs +  DOEElServicss +  DOE-ELHome

LI pqs verify_3D.html ~ = RhL_R_PDE_FIXpdb. ~ = pgsA_PDB_FiXpdb..jpg ~ = pgsA_PDB_FiXpdb..jpg ~ F pgsaAnoleaPDBpdb A Showall X

ose| | @ @ @ W Bl





image35.png
Tabish

[} LTASSERres. X ¥ [) LTASSERres. X ¥ M QMEANserv: X ¥ Q Qmeanserve X ¥ Q Qmeanserve X ¥ 4@ Vis3d-3Dq. X VS SAVES

© services.mbi.ucla.edu/Verify 3D/

At least 80% of the amino acids have scored >= 0.2 in the 3D/1D profile.

Raw data files
« Output from DSSP

« from Environements Program
« Raw output text

« Averaged output

« Right click the plot to down load the plot. Choose "This Frame > Show only this frame"
« Click on 2 point to reveal the residue and value.

340 360 380 400 420 440 460 480 500

Venfy 30 homs +  SAVES homs +  DOEElServicss +  DOE-ELHome

LI pqs verify_3D.html ~ = RhL_R_PDE_FIXpdb. ~ = pgsA_PDB_FiXpdb..jpg ~ = pgsA_PDB_FiXpdb..jpg ~ F pgsaAnoleaPDBpdb A Showall X

ose| | @ @ @ W Bl





