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Figure S1. Overlay of UV-spectra of AgNP and conjugates
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Figure S2. A) Stacked plot of 1H-NMR spectra acquired for titration of: (a) AY1 with AgNP; b) CAY1 and c) AY1C. The amount of AgNP added at each step of titration is indicated.
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Figure S3. In-cell 1H-NMR stacked plot of peptides and conjugates at A) 1st hour and B) 6th hour.  Notably there is no change in the resonances (signals) of the peptides, indicating that the conjugates remain stable during the entire course of the experiment
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Figure S4. The 2D 1H-1H TOCSY spectra of AY1 in presence of PG/PC (the assignment of resonances are indicated).
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Figure S5. 20 structures ensembles of A) AY1, B) AY1C and C) CAY1 in conjugated form.
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Figure S6. Surface charge distribution map in pH=7.4 for A) AY1, B) AY1C, C) CAY1; D) surface representation of CG model for peptide AY1; E) CG model of POPC; F) CG model of POPG; G) A snapshot of MD simulation at 500 ns and H) A cross-section view of MD simulation at 500 ns.

Table S1. Structure calculation Statistics 
	Parameters
	AY1-conjugate
	AY1C-conjugate
	CAY1-conjugate
	CAY1
	

	Residues in most favoured Region of the Ramachandran Plot
	
74.60%
	
75%
	
79.6%
	
76.6%
	

	Residues in additional allowed regions 
	
25.40%
	
25%
	
20.4%
	
23.4%
	

	Residues in generously allowed regions 
	0%
	0%
	0%
	0%
	

	Residues in disallowed regions
	0%
	0%
	0%
	0%
	

	Angular restraints used for structure calculations
	
	
	
	
	

	Φ
	18
	19
	19
	19
	

	Ψ
	18
	19
	19
	19
	

	 NOE restraints used for structure calculation
	124
	128
	122
	122
	

	Distance restraint
violations
	0
	0
	0
	0
	

	Average RMSD of backbone (to mean structure)
	0.9 Å ± 0.1 Å
	0.79Å ± 0.1 Å
	0.8Å ± 0.4 Å
	0.78Å ± 0.4 Å
	

	Average RMSD of heavy atoms
	1.7 Å ± 0.5 Å
	1.29 Å ± 0.5 Å
	1.59 Å ± 0.9 Å
	1.59 Å ± 0.9 Å
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[image: SI_4]Figure S7: Movie: CG-MD trajectory, indicative of pore/channel formation by peptide AY1 within the membrane architecture.


Figure S8: CD spectra of A) Free AY1 and B) AY1 in presence of PG/PC LUV. 
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Table S2: Data Analysis for Dye-leakage assay
	AY1	Std dev	CAY1  Std dev	AY1C      S.d	AY1-AgNP  S.d.	CAY1-AgNP S.d    AY1C-AgNP	 S.d								
												
5	6.07169	0.01	7.54008	0.009	29.56063	0.01	9.87559	0.009	25.37481	0.009	39.40023	0.009
10	12.8	0.1	44.06	0.01	42.58	0.01	13.1243	0.01	35.18887	0.01	47.73762	0.01
20	12.8	0.1	47.81	0.01	47.24	0.01	14.99417	0.01	42.49734	0.01	54.47726	0.01
40	18.28	0.009	48.09	0.009	49.68	0.009	20.70924	0.009	47.80012	0.009	63.44329	0.009
60	18.28	0.009	49.08	0.01	49.68	0.01	23.49052	0.01	51.93311	0.009	66.35903	0.009
80	18.28	0.009	49.08	0.01	49.68	0.01	26.6181	0.01	52.37183	0.01	66.99162	0.01
image6.png
500ns





image7.emf
Supporting_Inform ation_Movie.dat


image8.png
Ellipticity (mdeg)

* AY1lin Buffer

200 220

Wavelength (nm)
C TOCSY Spectra of AY1 D
as &
12 Ti0 19 11
K = kg A A . .
e ® R18
Ml ™ o 'E‘
o
- o
N—
N13 .::':_
i F6 ‘OH
S
K1
2 - q«- -
K1t
= - T
8.4 8.2 8.0

6, (*H) [ppm]

Ellipticity (mdeg)

AYlin PG/PC LUV

200 210 220 230 240 25(

Wavelength (nm)





image1.png
Absorbance

* AgNP
0.3 A + AY1C-AgNP
s O » CAY1-AgNP
° « AY1-AgNP
0.2 ]

Wavelength (in nm)

800




image2.png
AY1 B CAY1 - C AYIC

3.5 pg/ml i 3.5 pg/ml |

; 2.5 pg/ml |
* 1.5 pg/ml |

0.5 pg/njﬂ 0.5 pg/ml 0.5 pg/ml

1.5 pg/ml

K11, K12

B K11, K12 H
Ris K oy
i I AN AN

VL ereemmrmm—m———r T T 1 T
8.3 8.1 7.9
1 85 84 83 82 81 80 85 84 83 82 81
8 ("H) [ppm] 5 CH) [ppu] . 5 ¢H) [ppm]

85




image3.png
A 1st Hour In-cell Spectra JL AgNP
b ] Jl

<

| \ \ I CAY1-AgNP
AL

CAY1
L J

I h h “ N AY1C-AgNP
1

T
et WL
st Al
M ) AY1C
Il
ot

.

L I" *l IM“I H |AY1-AgNP
I A AY1
L P
| ] _Control

B 6th Hour In-cell Spectra

R T, N D

| © " CAYI-AgNP
CAY1
Y YN T | Jg_h)vlLu_ML_

l | l “ | I”llll AY1C-AgNP

AY1C

AY1-AgNP

l I I _Control

9 8 7 6 5 4 3 2 1 0 ppm




image4.png
TOCSY Spectra of AY'1

N13

R18

"8a ' 82 80

6, (*H) [ppm]

4 T

8, (*H) [ppm]

€

'H-'"H NOESY
Red=AY1
Blue= AY1-conjugate

Q'G e
g
¢ /ey o@D,

o g
L 4 M14/N13 .I17/H15

84 82 8.0 ppm

4.0 ppm

4.2

44




image5.png
AY1C-AgNP CAY1-AgN




