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                         Structural Studies of NST-2 peptide (1)
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                     Figure S1-: UPLC profile of NST-2 peptide (1)


  Table S2-: NMR (600 MHz, DMSO-d6) data of NST-2 peptide (1) [1]
	Residue
	Position
	NST-2 peptide (1)

	
	
	1H-NMR
600 MHz
	J (Hz)
	13C-NMR     150 MHz

	Phe1
	
	4.04 s
	
	53.20

	
	
	2.87 dd, 3.07 dd
	8.2, 14.2 & 4.38, 14.1
	37.00

	
	
	
	
	134.7

	
	2-6
	(7.22-7.25) m
	
	126.1-129.0

	
	CO
	
	
	167.7

	
	NH2
	3.4
	
	

	*Leu2
	
	4.48 dd
	8.9, 14.3
	51.0

	
	
	(1.47-1.51) m
	
	41.0

	
	
	(1.61-1.04 ) m
	
	24.2

	
	δ1CH3
	(0.75-0.80 ) m
	
	21.5,

	
	δ2 CH3
	(0.80-0.90) m
	
	23.0

	
	CO
	
	
	171.3

	
	NH
	8.64 d
	8.22
	

	Ser3
	CH
	4.27 dd
	5.3, 12.5
	55.1

	
	CH2
	3.60 dd, 3.54 dd
	4.32, 10.2
	61.7

	
	CO
	
	
	169.4

	
	NH
	8.19 d
	7.56
	

	
	OH
	5.02 s
	
	

	Ala4
	
	4.32 m
	
	48.3

	
	
	1.18 d
	6.9
	18.4

	
	CO
	
	
	172.4

	
	NH
	7.90 m
	
	

	Ile5
	
	4.24 m
	
	56.7

	
	
	1.46 m
	
	26.6

	
	
	1.69 m
	
	36.5

	
	δ1
	(0.76-0.77) m
	
	14.6

	
	δ2
	(0.76-0.77) m
	
	10.9

	
	CO
	
	
	171.1

	
	NH
	7.92 m
	
	

	Val6
	
	4.10 t
	7.5
	58.0

	
	
	(1.93-1.97) m
	
	30.2

	
	
	(0.82-0.83) m
	
	18.9, 19.2

	
	CO
	
	
	171.2

	
	NH
	7.86 m
	
	

	Gly7
	
	3.63 d , 3.80 d 
	5.5, 5.5
	41.9

	
	CO
	
	
	168.7

	
	NH
	8.10 m
	
	

	Met8
	
	4.34 m
	
	52.2

	
	
	(1.88-1.91) m
	
	31.8

	
	
	2.40 m
	
	29.4

	
	δ
	1.96 q
	6.8
	15.3

	
	CO
	
	
	168.8

	
	NH
	7.86 m
	
	

	*Leu9
	
	4.20 q
	8.5, 14.4
	51.35

	
	
	(1.47-1.51) m
	
	40.6

	
	
	(1.61-1.04 ) m
	
	24.0

	
	δ1CH3
	(0.75-0.80 ) m
	
	21.6

	
	δ2 CH3
	(0.80-0.90) m
	
	22.9

	
	CO
	
	
	171.1

	
	NH
	7.98 d
	7.6
	

	Gly10
	
	3.82 d, 3.68 d
	5.5, 5.5
	42.1

	
	CO
	
	
	171.2

	
	NH
	8.10 m
	
	

	Lys11
	
	4.24 m
	
	51.1

	
	
	(1.40-1.47) m
	
	31.30

	
	
	1.22 m
	
	22.17

	
	
	1.50 m
	
	26.64

	
	
	(2.71, 2.72) m
	
	38.79

	
	CO
	
	
	167.6

	
	NH
	8.06 d
	7.56
	

	
	NH2
	
	
	bs

	*Leu12
	
	4.22 m
	
	51.4

	
	
	(1.47-1.51) m
	
	40.4

	
	
	(1.61-1.04 ) m
	
	24.0

	
	δ1CH3
	(0.75-0.80 ) m
	
	21.5

	
	δ2 CH3
	(0.80-0.90) m
	
	23.2

	
	CO
	
	
	171.07

	
	NH
	8.02 d
	7.72
	

	Phe13
	
	4.41 dd
	8.3, 13.4
	53.5

	
	
	2.82 m, 2.99 m
	
	37.6

	
	
	
	
	137.7

	
	2-6
	(7.22-7.25) m
	
	126.1-129.0

	
	CO
	
	
	170.76

	
	NH
	7.76 d
	8.16
	

	
	NH2
	7.71 s
	
	


    






              Structural Studies of RNST-2 peptide (2)
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     Figure S3: UPLC Profile of RNST-2 peptide (2)
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                                                         Figure S4: LR-ESI-MS spectrum of RNST-2 peptide (2)
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                 Figure S5: HR-ESI-MS spectrum of RNST-2 peptide (2) 


[image: ]                                             















Figure S6: 1H-NMR spectrum (600 MHz, DMSO-d6) of RNST-2 peptide (2) 

Table S7-: NMR (600 MHz, DMSO-d6) Data of RNST-2 peptide (2)  
	Residue
	Position
	  RNST-2 peptide (2)

	
	
	1H-NMR
600 MHz
	J (Hz)
	13C-NMR
150 MHz

	L-Phe1
	
	3.94 b 
	
	52.2

	
	
	2.85, 3.04 td
	5.28, 
	37.4

	
	1
	
	
	137.9

	
	2-6
	(7.16-7.27) m
	
	127.3-128.7

	
	CO
	
	
	173.3 

	
	NH2
	8.49 bs
	
	

	L-Leu2
	
	4.04 m
	
	52.3

	
	
	(1.29-1.32) m
	
	40.4

	
	
	(1.45-1.40) m
	
	24.0

	
	δ1CH3 a
	(0.72-0.81) m
	
	21.5

	
	δ2CH3 b
	(0.83-0.87) m
	
	23.2

	
	CO
	
	
	 171.9

	
	NH
	7.74 d
	8.52
	

	L-lys3
	
	4.20 m
	
	52.8

	
	
	(1.43-1.45) m
	
	31.6

	
	
	1.30 m
	
	22.4

	
	
	(1.64-1.69) m
	
	23.3

	
	
	2.72 t
	7.5
	36.4

	
	NH2
	
	
	

	
	CO
	
	
	171.9

	
	NH
	8.24 d
	7.4
	

	Gly4
	
	3.80, 3.77 m
	
	42.0

	
	CO
	
	
	170.9

	
	NH
	7.79 m
	
	

	L-Leu5
	
	4.04 m
	
	54.0

	
	
	(1.29-132) m
	
	41.0

	
	
	(1.49-1.45) m
	
	24.8

	
	δ1
	(0.72-0.81) m
	
	21.7

	
	δ2
	(0.83-0.87) m
	
	23.1

	
	CO
	
	
	172.4

	
	NH
	7.74 d
	8.57
	

	L-Met6
	
	4.12 m
	
	54.8

	
	
	2.39 m
	
	29.7

	
	
	(1.81-1.78) m
	
	31.8

	
	CH3
	1.99 s
	
	15.4

	
	CO
	
	
	171.0

	
	NH
	7.86 d
	
	

	Gly7
	
	3.80 , 3.77
	
	42.1

	
	CO
	
	
	170.1

	
	NH
	8.08 t
	
	

	L-Val8
	
	4.34 m
	
	58.0

	
	
	1.92 m
	
	30.6

	
	γ1
	 (0.83-0.87) m
	
	18.4

	
	γ2
	(0.83-0.87) m
	
	19.3

	
	CO
	
	
	171.4

	
	NH
	7.95 m
	
	

	L-Ile9
	
	4.18 m
	
	54.9

	
	
	(1.45-1.52) m
	
	26.8

	
	γ CH3
	(0.87-0.84) m
	
	14.7

	
	γ2 CH2
	(1.52-1.60) m
	
	34.6

	
	δCH3
	(0.84-0.80) m
	
	11.1

	
	CO
	
	
	171.9

	
	NH
	8.01
	
	

	D-Ala10
	
	4.26
	
	48.4

	
	
	1.16 d 
	7.02
	18.3

	
	CO
	
	
	171.9

	
	NH
	7.95 m
	
	

	L-Ser11
	
	4.22 m
	 
	57.7

	
	
	3.60 m
	
	61.9

	
	
	5.3 bs
	
	

	
	CO
	
	
	170.8

	
	NH
	8.01
	
	

	L-Leu12
	
	4.12 m
	
	52.3

	
	
	(1.43-1.49) m
	
	40.8

	
	
	(1.55-1.50) m
	
	24.2

	
	γ1CH3 a
	(0.73-0.80) m
	
	21.6

	
	γ1CH3 b
	(0.80-0.85) m
	
	21.7

	
	CO
	
	
	171.7

	
	NH
	7.88 d
	7.5
	

	L-Phe13
	
	3.94 m
	
	51.3 

	
	
	3.05 td, 3.15 d
	5.8, 3.44
	37.4

	
	
	
	
	137.9

	
	2-6
	(7.16-7.27) m
	
	126.5-129.5

	
	CO
	
	
	168.9

	
	NH
	8.02
	
	

	
	  NH2
	7.12 s
	
	















								   Structural Studies of RSP-1 peptide (3)
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Figure S8: UPLC Profile of RSP-1 peptide (3)
[image: C:\Users\ABC\Pictures\Rsp-1 mass.png]

Figure S9: LR-ESI-MS spectrum of RSP-1 peptide (3)
[image: ]
                                            Figure S10: HR-ESI-MS Spectrum of RSP-1 peptide (3)
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Figure S11: 1H-NMR spectrum (800 MHz, DMSO-d6) of RSP-1 peptide (3)  
Table S12: NMR (800 MHz, DMSO-d6) Data of RSP-1 peptide (3)  
	Residue
	Position
	  RSP-1 peptide (3)

	
	
	1H-NMR
600 MHz
	J (Hz)
	13C-NMR
150 MHz

	L-Phe1
	
	4.04bs
	
	53.3

	
	
	2.89 d, 3.03 m
	 
	37.4

	
	1
	
	
	137.9

	
	2-6
	(7.16-7.27) m
	
	127.3-128.7

	
	CO
	
	
	167.9

	
	NH2
	 
	
	

	L-Leu2
	
	4.37 m
	
	51.3

	
	
	(1.29-1.32) m
	
	40.4

	
	
	(1.45-1.40) m
	
	24.0

	
	δ1CH3 a
	(0.72-0.81) m
	
	21.5

	
	δ2CH3 b
	(0.83-0.87) m
	
	23.2

	
	CO
	
	
	 171.2

	
	NH
	8.60 m
	 
	

	L-lys3
	
	4.34 m
	
	53.3

	
	
	(1.43-1.45) m
	
	31.6

	
	
	1.30 m
	
	22.4

	
	
	(1.64-1.69) m
	
	23.3

	
	
	2.74 t
	 
	38.5

	
	NH2
	
	
	

	
	CO
	
	
	171.6

	
	NH
	8.17 m
	 
	

	Gly4
	
	3.80, 3.77 m
	
	42.0

	
	CO
	
	
	168.4

	
	NH
	8.17 m
	
	

	L-Leu5
	
	4.15 m
	
	57.3

	
	
	(1.29-132) m
	
	41.0

	
	
	(1.49-1.45) m
	
	24.8

	
	δ1
	(0.72-0.81) m
	
	21.7

	
	δ2
	(0.83-0.87) m
	
	23.1

	
	CO
	
	
	171.7

	
	NH
	7.94 m
	 
	

	L-Met6
	
	4.23 m
	
	52.6

	
	
	2.39 m
	
	29.7

	
	
	(1.81-1.78) m
	
	31.8

	
	CH3
	1.99 s
	
	15.4

	
	CO
	
	
	171.6

	
	NH
	8.18 m
	
	

	Gly7
	
	3.80 m , 3.77 m
	
	41.9

	
	CO
	
	
	168.8

	
	NH
	8.10 m
	
	

	L-Val8
	
	4.19 m
	
	57.8

	
	
	1.92 m
	
	30.6

	
	γ1
	 (0.83-0.87) m
	
	18.4

	
	γ2
	(0.83-0.87 )m
	
	19.3

	
	CO
	
	
	168.8

	
	NH
	7.84 m
	
	

	L-Ile9
	
	4.13 m
	
	51.8

	
	
	(1.45-1.52) m
	
	26.8

	
	γ CH3
	(0.87-0.84) m
	
	14.7

	
	γ2 CH2
	(1.52-1.60) m
	
	34.6

	
	δCH3
	(0.84-0.80) m
	
	11.1

	
	CO
	
	
	170.6

	
	NH
	7.93 m
	
	

	D-Ala10
	
	4.32 m
	
	48.4

	
	
	1.16 d 
	 
	18.3

	
	CO
	
	
	171.7

	
	NH
	8.05 m
	
	

	L-Ser11
	
	4.30 m
	 
	51.1

	
	
	3.54 m, 3.60 m
	
	61.7

	
	
	5.3 t
	
	

	
	CO
	
	
	171.8

	
	NH
	7.87 m
	
	

	L-Leu12
	
	4.29 m
	
	51.2

	
	
	(1.43-1.49) m
	
	40.8

	
	
	(1.55-1.50) m
	
	24.2

	
	γ1CH3 a
	(0.73-0.80) m
	
	21.6

	
	γ1CH3 b
	(0.80-0.85) m
	
	21.7

	
	CO
	
	
	171.0

	
	NH
	7.84 m
	 
	

	L-Phe13
	
	4.49 m
	
	53.6

	
	
	2.87 m, 3.15 m
	 
	37.4

	
	
	
	
	137.9

	
	2-6
	(7.16-7.27) m
	
	126.5-129.5

	
	CO
	
	
	170.4

	
	NH
	7.90 m
	
	

	
	  NH2
	7.12 s  
	
	

	L-lys14
	
	4.29 m
	
	54.7

	
	
	(1.43-1.45) m
	
	31.6

	
	
	1.30 m
	
	22.4

	
	
	(1.64-1.69) m
	
	23.3

	
	
	2.73 t
	 
	38.7

	
	NH2
	
	
	

	
	CO
	
	
	170.1

	
	NH
	8.11 m
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             Figure S13: UPLC Profile of RLFP-1 peptide (4)
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                                             Figure S14: LR-ESI-MS spectrum of RLFP-1 peptide (4)
[image: ]
                       Figure S15: HR-ESI-MS Spectrum of RLFP-1 peptide (4)
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Figure S16: 1H-NMR spectrum (600 MHz, DMSO-d6) of RLFP-1 peptide (4)  
Table S17: NMR (600 MHz, DMSO-d6) Data of RLFP-1 peptide (4)  
	Residue
	Position
	    RLFP-1 peptide (4)  

	
	
	1H-NMR
600 MHz
	J (Hz)
	13C-NMR
150 MHz

	L-Phe1
	
	4.04 m 
	
	53.39

	
	
	(2.87-2.94) (3.01-3.10) d
	
4.86
	37.2

	
	1
	
	
	137.7

	
	2-6
	(7.00-7.30) m
	
	126.5-129.3

	
	CO
	
	
	168.0  

	
	NH2
	8.07 d
	
	

	L-Leu2
	
	4.36 m
	
	51.4

	
	
	(1.33-1.37) m
	
	41.0

	
	
	(1.79-1.81) m
	
	24.2

	
	δ1CH3 a
	(0.75-0.81) m
	
	21.8

	
	δ2CH3 b
	(0.85-0.87) m
	
	23.0

	
	CO
	
	
	 167.9
171.8

	
	NH
	8.58 
	
	

	L-lys3
	
	4.08 m
	
	52.8

	
	
	(1.41-1.48) m
	
	31.5

	
	
	1.30 m
	
	22.4

	
	
	(1.53-1.50) m
	
	24.7

	
	
	2.73-2.79 m
	
	38.9

	
	NH2
	
	
	

	
	CO
	
	
	171.1 

	
	NH
	7.75
	
	

	Gly4
	
	(3.79-3.80) m
	
	42.0

	
	CO
	
	
	 168.9

	
	NH
	8.07 m
	
	

	L-Leu5
	
	4.15 m
	
	51.7

	
	
	(1.33-137) m
	
	40.8

	
	
	(1.45-1.48) m
	
	24.3

	
	δ1
	(0.72-0.81) m
	
	21.7

	
	δ2
	(0.83-0.87) m
	
	23.1

	
	CO
	
	
	 171.1
172.3

	
	NH
	7.75 d
	
	

	L-Met6
	
	4.27 m
	
	51.3

	
	
	(2.38-2.45) m
	
	31.7

	
	
	(1.80) m
	
	29.7

	
	CH3
	2.00s
	
	14.9

	
	CO
	
	
	172.2

	
	NH
	7.94 d
	
	

	Gly7
	
	3.6-3.8
	
	42.1

	
	CO
	
	
	 168.9

	
	NH
	8.07
	
	

	L-Val8
	
	4.18 m
	
	58.1

	
	
	1.93 m
	
	30.6

	
	γ1
	 (0.78-0.80) m
	
	18.4

	
	γ2
	(0.80-0.83 )m
	
	19.4

	
	CO
	
	
	 171.4
169.2

	
	NH
	7.82
	
	

	L-Ile9
	
	4.09 m
	
	57.7

	
	
	(1.79-1.82) m
	
	34.8

	
	γ CH3
	(1.04) s
	
	27.3

	
	γ2 CH2
	(1.60-1.69) m
	
	31.5

	
	δCH3
	(0.78-0.83) m
	
	11.2

	
	CO
	
	
	 173.5

	
	NH
	8.03
	
	

	D-Ala10
	
	4.30 m
	
	48.4

	
	
	1.15 d 
	4.26
	18.4

	
	CO
	
	
	 172.1

	
	NH
	7.94 m
	
	

	L-Ser11
	
	4.28 m
	
	55.0

	
	
	3.72-3.83 m
	
	61.8

	
	
	4.27 m
	
	

	
	CO
	
	
	 170.5

	
	NH
	7.85
	
	

	L-Leu12
	
	4.27 m
	
	53.4

	
	
	(1.33-1.37) m
	
	40.3

	
	
	(1.60-1.70) m
	
	24.1

	
	γ1CH3 a
	(0.75-0.80) m
	
	21.6

	
	γ1CH3 b
	(0.83-0.85) m
	
	23.3

	
	CO
	
	
	 171.1

	
	NH
	7.94 m
	
	

	L-Phe13
	
	4.46 m
	
	54.4

	
	
	2.87-2.94 m 
3.01-3.10 d
	
4.74
	37.2

	
	
	
	
	134.8

	
	2-6
	(7.00-7.30) m
	
	126.5-129.3

	
	CO
	
	
	 171.0

	
	NH
	7.92
	
	

	L-Lys14
	
	4.22 m
	
	52.8

	
	
	(1.35-1.40) m
	
	31.5

	
	
	1.30 m
	
	22.4

	
	
	(1.50-1.55) m
	
	26.8

	
	
	2.78 m
	
	37.3

	
	NH
	7.68 s
	
	

	
	CO
	
	
	 171.8

	
	NH
	8.19
	
	

	Levofloxacin
	2'
	4.31-4.33 d
4.54
	4.62
	68.2

	
	3'
	4.84
	
	53.9

	
	5'
	8.76 s
	
	145.0

	
	6'
	
	
	110.2

	
	7' (CO)
	
	
	173.9

	
	8'
	7.52
	
	103.1

	
	9'
	
	
	157.5

	
	10'
	
	
	129.0

	
	11'
	
	
	140.7

	
	12'
	
	
	124.2

	
	13'
	
	
	122.7

	
	14'
	1.40 m
	
	18.06

	
	15'
	2.84 s
	
	42.4

	
	2", 6"
	3.16
	
	53.2

	
	3", 5"
	3.47
	
	53.4

	
	  NH2
	7.68 bs  
	
	

	
	CO
	
	
	167.9


					                
                                                                                  










                                                                                            Structural Studies of RLFP-2 peptide (5)		
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                     Figure S18:  UPLC Profile of RLFP-2 peptide (5)
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                                                                 Figure S19: LR-ESI-MS spectrum of RLFP-2 peptide (5)
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Figure S20: 1H-NMR spectrum (800 MHz, DMSO-d6) of RLFP-2 peptide (5)
Table S21: NMR (800 MHz, DMSO-d6) Data of RLFP-2 peptide (5)
	Residue
	Position
	  RLFP-2 peptide (5)

	
	
	1H-NMR
600 MHz 
	J (Hz)
	13C-NMR
150 MHz

	L-Phe1
	
	4.42 m 
	
	54.8

	
	
	3.03, 2.74
	
5.2, 5.04
	37.3

	
	1
	
	
	137.8

	
	2-6
	(7.21-7.14) m
	
	127.0-130.0

	
	CO
	
	
	172.3

	
	NH2
	
	
	

	L-Leu2
	
	4.34 m
	
	51.7

	
	
	(1.57, 1.48) m
	
	40.3

	
	
	(1.48 m
	
	24.4

	
	δ1CH3 a
	(0.76-0.79) m
	
	21.8

	
	δ2CH3 b
	(0.77-0.84) m
	
	22.0

	
	CO
	
	
	 172.8

	
	NH
	8.56 
	
	

	L-lys3
	
	4.08 m
	
	58.3

	
	
	          1.51, 1.63
	
	31.6

	
	
	(1.22) m
	
	22.6

	
	
	1.45
	
	31.6

	
	
	2.91
	
	40.7

	
	NH
	7.09
	
	

	
	CO
	
	
	174.5

	
	NH
	
	
	

	Levofloxacin
	2'
	4.29
4.46
	

	68.1

	
	3'
	4.68
	5.12
	54.53

	
	5'
	8.62
	7.44
	144.8

	
	6'
	
	
	116.7

	
	7' (CO)
	
	
	169.6

	
	8'
	7.48
	
	103.8

	
	9'
	
	
	156.7

	
	10'
	
	
	134.0

	
	11'
	
	
	141.1

	
	12'
	
	
	124.0

	
	13'
	
	
	119.7

	
	14'
	1.16
	
	18.3

	
	15'
	3.15 s
	
	

	
	2", 6"
	3.46 m
	
	47.0

	
	3", 5"
	3.43 m
	
	54.0

	
	CO
	
	
	174.3

	Gly4
	
	(3.68-3.73)

	
	42.5

	
	CO
	
	
	169.7

	
	NH
	8.05 m
	
	

	L-Leu5
	
	4.23 m
	
	51.9

	
	
	(1.57, 1.48) m
	
	40.7

	
	
	1.48 m
	
	24.5

	
	δ1
	(0.76-0.79) m
	
	21.8

	
	δ2
	(0.77-0.80) m
	
	21.9

	
	CO
	
	
	172.9

	
	NH
	7.89
	
	

	L-Met6
	
	4.24 m
	
	55.6

	
	
	(1.81) m
	
	31.7

	
	
	(2.38-2.45) m
	
	29.5

	
	CH3
	1.97 s
	
	15.0

	
	CO
	
	
	172.9

	
	NH
	7.90
	7.62
	

	Gly7
	
	(3.68-3.77)

	
	42.5

	
	CO
	
	
	172.7

	
	NH
	8.13 m
	
	

	L-Val8
	
	4.08 m
	
	58.7

	
	
	(1.93) m
	
	30.6

	
	γ1
	 (0.77) m
	
	18.7

	
	γ2
	(0.77) m
	
	19.5

	
	CO
	
	
	172.3

	
	NH
	(7.86) m
	
	

	L-Ile9
	
	4.07 m
	
	58.7

	
	
	(1.71) m
	
	36.4

	
	γ CH3
	(0.75)
	
	15.6

	
	γ2 CH2
	(1.59) m
	
	25.1

	
	δCH3
	(0.72) m
	
	11.3

	
	CO
	
	
	170.5

	
	NH
	7.83 m
	
	

	D-Ala10
	
	(4.22) m
	
	48.9

	
	
	(1.18) m 
	
	18.6

	
	CO
	
	
	173.2

	
	NH
	7.90 m
	
	

	L-Ser11
	
	4.23 m
	 
	52.5

	
	
	(3.42-3.45) m
(3.54-3.57) m
	
	61.9

	
	
	
	
	

	
	CO
	
	
	170.6

	
	NH
	8.10
	
	

	L-Leu12
	
	4.21 m
	
	52.3

	
	
	(1.57, 1.48) m
	
	40.5

	
	
	(1.50) m
	
	24.6

	
	γ1CH3 a
	(0.76-0.79) m
	
	21.8

	
	γ1CH3 b
	(0.77-0.80) m
	
	21.9

	
	CO
	
	
	173.2

	
	NH
	78.08 m
	
	

	L-Phe13
	
	4.40 m
	
	54.7 

	
	
	3.08 m 
2.91 m
	

	37.3

	
	
	
	
	137.8

	
	2-6
	(7.21-7.14) m
	
	127.0-130.0

	
	CO
	
	
	169.6

	
	NH
	7.86
	
	

	L-lys14
	
	4.15 m
	
	53.7

	
	
	1.46, 1.59
	
	31.4

	
	
	(1.27) m
	
	22.6

	
	
	(1.46) m
	
	31.8

	
	
	(2.72-2.77) m
	
	39.3

	
	NH
	8.15
	
	

	
	CO
	
	
	172.4



 











                 Structural Studies of RLFP-3 peptide (6)
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                  Figure S22: UPLC Profile of RLFP-3 peptide (6)
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                                                Figure S23: LR-ESI-MS spectrum of RLFP-3 peptide (6)
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                   Figure S24: HR-ESI-MS Spectrum of RLFP-3 peptide (6)
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Figure S25:  1H-NMR spectrum (800 MHz, DMSO-d6) of RLFP-3 peptide (6)  
Table S26: NMR (800 MHz, DMSO-d6) Data of RLFP-3 peptide (6) 
	Residue
	Position
	  RLFP-3 peptide (6)

	
	
	1H-NMR
600 MHz
	J (Hz)
	13C-NMR
150 MHz

	Levofloxacin
	2'
	4.31-4.33 d
4.54
	4.62
	68.2

	
	3'
	4.84
	
	53.9

	
	5'
	8.76 s
	
	145.0

	
	6'
	
	
	110.2

	
	7' (CO)
	
	
	173.9

	
	8'
	7.52
	
	103.1

	
	9'
	
	
	157.5

	
	10'
	
	
	129.0

	
	11'
	
	
	140.7

	
	12'
	
	
	124.2

	
	13'
	
	
	122.7

	
	14'
	1.40 m
	
	18.06

	
	15'
	2.84 s
	
	42.4

	
	2", 6"
	3.16
	
	53.2

	
	3", 5"
	3.47
	
	47.8

	
	CO
	
	
	163.8

	β-alanine
	15
	2.34 m
	
	35.2

	
	16
	3.44 m
	
	53.2

	
	NH
	9.8
	
	

	
	CO
	
	
	169.3

	L-Phe1
	
	4.45 m 
	
	53.7

	
	
	(2.82-2.85) m, (3.15) s
	

	37.5

	
	1
	
	
	137.5

	
	2-6
	(7.15-7.24) m
	
	126.2-129.1

	
	CO
	
	
	171.3 

	
	NH
	8.31
	7.2
	

	L-Leu2
	
	4.29
	
	54.5

	
	
	(1.42-1.45) m
	
	40.5

	
	
	(1.48-1.54) m
	
	24.1

	
	δ1CH3 a
	(0.75-0.82) m
	
	21.4

	
	δ2CH3 b
	(0.85-0.87) m
	
	23.2

	
	CO
	
	
	 171.6

	
	NH
	7.94
	
	

	L-lys3
	
	4.23
	
	52.3

	
	
	(1.56-1.60) m
	
	31.4

	
	
	(1.23-1.31) m
	
	22.1

	
	
	(1.53-1.51) m
	
	26.6

	
	
	(2.71-2.78) m
	
	38.7

	
	NH2
	(7.64-7.66) bs
	
	

	
	CO
	
	
	171.5

	
	NH
	7.95
	
	

	Gly4
	
	3.6-3.8
	
	41.8

	
	CO
	
	
	171.6

	
	NH
	8.06
	
	

	L-Leu5
	
	4.30
	
	54.6

	
	
	(1.40-147) m
	
	40.8

	
	
	(1.48-1.50) m
	
	24.0

	
	δ1
	(0.75-0.81) m
	
	21.4

	
	δ2
	(0.83-0.88) m
	
	22.9

	
	CO
	
	
	170.9

	
	NH
	7.91
	
	

	L-Met6
	
	4.29
	
	51.0

	
	
	(2.40-2.45) m
	
	31.9

	
	
	(1.80-1.90) m
	
	29.4

	
	CH3
	2.00 s
	
	14.5

	
	CO
	
	
	171.3

	
	NH
	8.05
	7.4
	

	Gly7
	
	3.6-3.8
	
	41.9

	
	CO
	
	
	168.6

	
	NH
	8.06
	
	

	L-Val8
	
	4.21
	
	57.6

	
	
	(1.92-1.95) m
	
	30.5

	
	γ1
	 (0.78-0.80) m
	
	18.4

	
	γ2
	(0.80-0.83) m
	
	19.1

	
	CO
	
	
	171.0

	
	NH
	7.78
	
	

	L-Ile9
	
	4.11 m
	
	57.3

	
	
	(1.65-1.69) m
	
	36.3

	
	γ CH3
	(1.04)
	
	30.5

	
	γ2 CH2
	(1.60-1.69) m
	
	31.5

	
	δCH3
	(0.78-0.83) m
	
	11.2

	
	CO
	
	
	171.2

	
	NH
	7.93
	
	

	D-Ala10
	
	4.34
	
	47.9

	
	
	1.16 d 
	7.22
	17.9

	
	CO
	
	
	171.9

	
	NH
	8.15
	
	

	L-Ser11
	
	4.31
	 
	53.9

	
	
	(3.50-3.51) m
	
	61.6

	
	
	5.1 bs
	
	

	
	CO
	
	
	170.2

	
	NH
	7.88
	
	

	L-Leu12
	
	4.16
	
	51.6

	
	
	(1.44-1.47) m
	
	40.1

	
	
	(1.50-1.53) m
	
	24.0

	
	γ1CH3 a
	(0.75-0.80) m
	
	21.4

	
	γ1CH3 b
	(0.83-0.85) m
	
	23.3

	
	CO
	
	
	170.3

	
	NH
	7.92
	
	

	L-Phe13
	
	4.46
	
	53.8 

	
	
	2.87-2.94, 
3.01-3.04 dd
	
4.72, 4.08
	37.1

	
	
	
	
	137.8

	
	2-6
	(7.15-7.24) m
	
	126.2-129.1

	
	CO
	
	
	170.6

	
	NH
	7.85
	
	

	L-Lys14
	
	4.12
	
	52.2

	
	
	(1.31-1.35) m
	
	31.8

	
	
	(1.23-1.30) m
	
	22.0

	
	
	(1.50-1.54) m
	
	26.6

	
	
	2.73-2.78 m
	
	38.7

	
	NH2
	7.03, 7.07
	
	

	
	CO
	
	
	173.2

	
	NH
	7.86 d
	7.94
	












Structural Studies of RSP-4 peptide (7)
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     Figure S27: UPLC Profile of RSP-4 peptide (7)
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Figure S28: LR-ESI-MS spectrum of RSP-4 peptide (7)
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                                                 Figure S29: HR-ESI-MS Spectrum of RSP-4 peptide (7)
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Figure S30: 1H-NMR spectrum (600 MHz, DMSO-d6) of RSP-4 peptide (7) 
                             Table S31-: NMR (600 MHz, DMSO-d6) Data of RSP-4 peptide (7)
	Residue
	Position
	  RSP-4 peptide (7)

	
	
	1H-NMR
600 MHz
	J (Hz)
	13C-NMR
150 MHz

	L-Phe1
	
	4.04 bs
	
	53.3

	
	
	2.89 d, 3.03 m
	 
	37.4

	
	1
	
	
	137.9

	
	2-6
	(7.16-7.27) m
	
	127.3-128.7

	
	CO
	
	
	167.9

	
	NH2
	 
	
	

	L-Leu2
	
	4.37 m
	
	53.9

	
	
	(1.29-1.32) m
	
	40.4

	
	
	(1.45-1.40) m
	
	24.0

	
	δ1CH3 a
	(0.72-0.81) m
	
	21.5

	
	δ2CH3 b
	(0.83-0.87) m
	
	23.2

	
	CO
	
	
	 168.7, 171.4

	
	NH
	8.60 d
	 
	

	L-lys3
	
	4.23 m
	
	52.3

	
	
	(1.43-1.45) m
	
	31.6

	
	
	1.30 m
	
	22.4

	
	
	(1.64-1.69) m
	
	23.3

	
	
	2.74 t
	 
	38.5

	
	NH2
	
	
	

	
	CO
	
	
	171.2

	
	NH
	8.19 m
	 
	

	Lys4
	
	4.22 m
	
	57.6

	
	
	(1.43-1.45) m
	
	31.6

	
	
	1.30 m
	
	22.4

	
	
	(1.64-1.69) m
	
	23.3

	
	
	2.74 t
	 
	38.5

	
	NH2
	
	
	

	
	CO
	
	
	171.4

	
	NH
	7.96 m
	
	

	L-Leu5
	
	4.09 m
	
	51.9

	
	
	(1.29-132) m
	
	41.0

	
	
	(1.49-1.45) m
	
	24.8

	
	δ1
	(0.72-0.81) m
	
	21.7

	
	δ2
	(0.83-0.87) m
	
	23.1

	
	CO
	
	
	171.6

	
	NH
	7.97 m
	 
	

	L-Met6
	
	4.31 m
	
	51.9

	
	
	2.39 m
	
	29.7

	
	
	(1.81-1.78) m
	
	31.8

	
	CH3
	1.99 s
	
	15.4

	
	CO
	
	
	172.3

	
	NH
	8.01 m
	
	

	Gly7
	
	3.80 m , 3.77 m
	
	41.9

	
	CO
	
	
	168.6

	
	NH
	8.09 m
	
	

	L-Val8
	
	4.21 m
	
	57.6

	
	
	1.92 m
	
	30.6

	
	γ1
	 (0.83-0.87) m
	
	18.4

	
	γ2
	(0.83-0.87) m
	
	19.3

	
	CO
	
	
	171.2

	
	NH
	7.79 m
	
	

	L-Ile9
	
	4.11 m
	
	51.8

	
	
	(1.45-1.52) m
	
	26.8

	
	γ CH3
	(0.87-0.84) m
	
	14.7

	
	γ2 CH2
	(1.52-1.60) m
	
	34.6

	
	δCH3
	(0.84-0.80) m
	
	11.1

	
	CO
	
	
	170.8

	
	NH
	7.98 m
	
	

	D-Ala10
	
	4.33 m
	
	48.2

	
	
	1.16 d 
	 
	18.3

	
	CO
	
	
	172.7

	
	NH
	7.80 m
	
	

	L-Ser11
	
	4.32 m
	 
	52.7

	
	
	3.54 m, 3.60 m
	
	61.7

	
	
	5.3 t
	
	

	
	CO
	
	
	171.4, 172.2

	
	NH
	8.10 m
	
	

	L-Leu12
	
	4.27 m
	
	51.0

	
	
	(1.43-1.49) m
	
	40.8

	
	
	(1.55-1.50) m
	
	24.2

	
	γ1CH3 a
	(0.73-0.80) m
	
	21.6

	
	γ1CH3 b
	(0.80-0.85) m
	
	21.7

	
	CO
	
	
	171.7

	
	NH
	7.96 m
	 
	

	L-Phe13
	
	4.39 m
	
	51.3

	
	
	2.87 m, 3.15 m
	 
	37.4

	
	
	
	
	137.9

	
	2-6
	(7.16-7.27) m
	
	126.5-129.5

	
	CO
	
	
	171.2, 172.4

	
	NH
	7.89 m
	
	

	
	  NH2
	7.12 s 
	
	











                       Structural Studies of RLFP-4 peptide (8)
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                Figure S32: UPLC Profile of RLFP-4-(8)
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Figure S33: LR-ESI-MS (Low Resolution Positive Mode) spectrum of RLFP-4-(8)
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                                                        Figure S34: HR-ESI-MS (High Resolution Positive Mode) Spectrum of RLFP-4-(8)
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                                Figure S35: 1H-NMR spectrum (600 MHz, DMSO-d6) of RLFP-4 peptide (8)  
Table S36: NMR (600 MHz, DMSO-d6) Data of RLFP-4 peptide (8) 
	Residue
	Position
	RLFP-4 peptide (8)

	
	
	1H-NMR
600 MHz
	J (Hz)
	13C-NMR
150 MHz

	Levofloxacin
	2'
	4.31-4.33 d
4.54
	4.62
	68.2

	
	3'
	4.84
	
	53.9

	
	5'
	8.76 s
	
	145.0

	
	6'
	
	
	110.2

	
	7' (CO)
	
	
	173.9

	
	8'
	7.52
	
	103.1

	
	9'
	
	
	157.5

	
	10'
	
	
	129.0

	
	11'
	
	
	140.7

	
	12'
	
	
	124.2

	
	13'
	
	
	122.7

	
	14'
	1.40 m
	
	18.06

	
	15'
	2.84 s
	
	42.4

	
	2", 6"
	3.16
	
	53.2

	
	3", 5"
	3.47
	
	53.4

	
	CO
	
	
	163.8

	β-alanine
	15
	2.35 
	
	35.2

	
	16
	3.37, 3.44
	
	34.9

	
	CO
	
	
	  170.57

	
	NH
	9.88
	
	

	L-Phe1
	
	4.52 m 
	
	53.7

	
	
	(2.87-2.94), (3.02-3.05) dd
	
4.74, 4.56
	37.2

	
	1
	
	
	137.7

	
	2-6
	(7.15-7.24) m
	
	126.0-129.1

	
	CO
	
	
	171.1 

	
	NH
	8.12 d
	8.1
	

	L-Leu2
	
	4.26 m
	
	51.0

	
	
	(1.26-1.33) m
	
	40.4

	
	
	(1.57-1.61) m
	
	23.9

	
	δ1CH3 a
	(0.74) d
	6.54
	21.3

	
	δ2CH3 b
	(0.78-0.80) m
	
	22.9

	
	CO
	
	
	 171.9

	
	NH
	8.07
	
	

	L-lys3
	
	4.23 m
	
	51.9

	
	
	(1.57-1.60) m
	
	32.03

	
	
	1.45 m
	
	26.6

	
	
	(1.26-1.33) m
	
	22.1

	
	
	2.70-2.76 m
	
	38.7

	
	NH2
	
	
	

	
	CO
	
	
	171.1

	
	NH
	7.94 d
	12.18
	

	L-Lys4
	
	4.22 m
	
	51.9

	
	
	(1.57-1.61) m
	
	31.2

	
	
	1.45 m
	
	26.6

	
	
	(1.26-1.33) m
	
	22.1

	
	
	2.70-2.76 m
	
	38.7

	
	NH2
	
	
	

	
	CO
	
	
	171.0

	
	NH
	7.80 m
	4.5
	

	L-Leu5
	
	4.09 m
	
	52.1

	
	
	(1.33-137) m
	
	40.4

	
	
	(1.43-1.46) m
	
	24.08

	
	δ1
	(0.77-0.80) m
	
	21.4

	
	δ2
	(0.80-0.83) m
	
	23.2

	
	CO
	
	
	171.4

	
	NH
	8.18
	
	

	L-Met6
	
	4.32 m
	
	53.9

	
	
	(2.41-2.45) m
	
	32.0

	
	
	(1.80-1.90) m
	
	29.3

	
	CH3
	2.00 s
	
	15.1

	
	CO
	
	
	170.4

	
	NH
	8.03 d
	7.62
	

	Gly7
	
	(3.66)
(3.84) m
	
	41.8

	
	CO
	
	
	168.4

	
	NH
	8.08 m
	
	

	L-Val8
	
	4.30 m
	
	57.5

	
	
	(1.89-1.96) m
	
	30.5

	
	γ1
	 (0.78-0.80) m
	
	18.0

	
	γ2
	(0.80-0.83) m
	
	17.9

	
	CO
	
	
	171.6

	
	NH
	7.95 m
	
	

	L-Ile9
	
	4.11 m
	
	52.1

	
	
	(1.79-1.82) m
	
	23.2

	
	γ CH3
	(1.10) d
	4.74
	22.2

	
	γ2 CH2
	(1.04-1.06) m
	
	24.5

	
	δCH3
	(0.75-0.78) m
	
	10.9

	
	CO
	
	
	171.2

	
	NH
	7.97 m
	
	

	D-Ala10
	
	4.33 m
	
	47.9

	
	
	1.16 d 
	6.96
	18.4

	
	CO
	
	
	170.5

	
	NH
	7.92 m
	
	

	L-Ser11
	
	4.35 m
	 
	53.3

	
	
	(3.61-3.68) dd
(3.81-3.85)dd
	5.22, 5.16
5.64, 5.82
	61.7

	
	
	5.3 bs
	
	

	
	CO
	
	
	171.6

	
	NH
	8.02
	
	

	L-Leu12
	
	4.13 m
	
	54.4

	
	
	(1.33-1.37) m
	
	40.6

	
	
	(1.47-1.57) m
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Figure S37: UV-Vis spectra (MeOH) of retro analogues RNST-2-(2), RSP-1 peptide (3), RSP-4 peptide (7), RLFP-1 peptide (4), RLFP-2 peptide (5), RLFP-3 peptide (6) and RLFP-4- peptide (8)
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