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[bookmark: _Toc201834151]Figure S1. 1H NMR spectrum of peptide Mal-LARGDVGA.
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[bookmark: _Toc201834152]Figure S2. 13C NMR spectrum of peptide 1.





Figure S3. DEPT spectrum of peptide Mal-LARGDVGA. 


[bookmark: _Toc201834153]Figure S4. HSQC spectrum of peptide 1




[bookmark: _Toc201834154]Figure S5. HMBC spectrum of peptide 1



[bookmark: _Toc201834155]Figure S6. COSY spectrum of peptide 1.



[bookmark: _Toc201834156]Figure S7. 15N-1H correlation HMBC spectrum of peptide 1
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[bookmark: _Toc201834157]Figure S8. FTIR spectrum of peptide 1.



2. [bookmark: _Toc201834158]HPLC chromatogram
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[bookmark: _Toc201834159]Figure S9. RP-HPLC spectrum of peptide 1, tR 11.0 min. (TFA:acetonitrile, 9.5:0.5, flow rate 0.8 mL/min).
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[bookmark: _Toc201834161]Figure S10. ESI-MS of peptide 1

4. [bookmark: _Toc201834162]Thermogravimetric analysis 
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[bookmark: _Toc201834163]Figure S11. Thermogravimetric analysis of peptide 1



5. [bookmark: _Toc201834164]Theoretical calculations
[bookmark: _Toc201834165]Table S1. Cartesian atom coordinates of peptide 1.

	Atom
	X
	Y
	Z

	H
	-5.61100
	7.05200
	-1.65000

	O
	9.96100
	-4.78000
	2.04500

	C
	-7.61300
	6.69900
	-0.13000

	C
	-6.30700
	5.91200
	-0.03700

	C
	-6.55500
	4.46900
	-0.49500

	N
	-5.29900
	6.55900
	-0.82700

	O
	-6.36900
	4.11400
	-1.63500

	C
	-7.06200
	2.22900
	0.22800

	C
	-5.64300
	1.66600
	0.32500

	N
	-7.05800
	3.64600
	0.46700

	O
	-4.84700
	2.15900
	1.09500

	C
	-4.19000
	-0.17700
	-0.48500

	C
	-4.21600
	-1.16100
	0.68900

	N
	-5.39000
	0.62600
	-0.49100

	O
	-5.03900
	-1.11900
	1.57700

	C
	-1.97300
	0.10200
	-1.70300

	C
	-2.07800
	0.78200
	0.70900

	C
	-2.86900
	0.64800
	-0.59200

	C
	-2.93700
	-2.95800
	1.74000

	C
	-1.48200
	-3.40500
	1.55200

	N
	-3.25500
	-2.11300
	0.62100

	O
	-0.86900
	-3.15900
	0.52800

	O
	-4.95500
	-5.76700
	3.25100

	O
	-3.31600
	-4.59400
	4.10500

	C
	-4.01100
	-4.82900
	3.15700

	C
	-3.92500
	-4.13300
	1.81700

	C
	0.45300
	-4.40800
	2.54700

	C
	1.31900
	-3.15600
	2.69100

	N
	-0.94200
	-4.09500
	2.56800

	O
	0.89800
	-2.16000
	3.22500

	C
	3.71400
	-2.49400
	2.49400

	C
	4.25200
	-2.90500
	3.87200

	N
	2.56600
	-3.29900
	2.16400

	O
	3.55200
	-3.45700
	4.68600

	C
	2.32600
	0.89800
	1.23800

	C
	2.90300
	-0.50300
	1.12000

	N
	0.57500
	2.68100
	-1.40200

	N
	0.76800
	3.27100
	0.81300

	C
	1.07700
	2.48200
	-0.15400

	N
	1.88600
	1.37500
	-0.05400

	C
	3.44900
	-0.98100
	2.45900

	C
	7.60800
	-1.29500
	4.00200

	C
	6.58500
	-2.14200
	3.24900

	C
	7.31700
	-3.27000
	2.51700

	N
	5.55300
	-2.58900
	4.15300

	O
	8.06500
	-2.98600
	1.58800

	C
	7.74700
	-5.72900
	2.44900

	C
	9.27700
	-5.75400
	2.61700

	N
	7.12800
	-4.51200
	2.97200

	O
	9.81400
	-6.65400
	3.19400

	C
	4.82500
	-5.74100
	1.12200

	C
	5.81900
	-8.01800
	1.49000

	C
	5.98000
	-6.67700
	0.78100

	C
	7.36700
	-6.05800
	0.99700

	C
	-3.95400
	6.31700
	-0.81100

	C
	-3.43800
	5.45900
	0.32900

	O
	-3.21500
	6.83500
	-1.61300

	C
	-2.09600
	4.83400
	0.01600

	O
	-1.22500
	4.99000
	0.97400

	O
	-1.91100
	4.20700
	-1.00500

	H
	9.37300
	-4.09300
	1.66100

	H
	-7.46200
	7.72500
	0.20300

	H
	-7.98000
	6.71800
	-1.15700

	H
	-8.38700
	6.24700
	0.48800

	H
	-5.99200
	5.91000
	1.01200

	H
	-7.52400
	2.02900
	-0.73900

	H
	-7.67500
	1.74200
	0.98900

	H
	-6.91900
	3.92300
	1.42500

	H
	-4.25900
	-0.78400
	-1.39400

	H
	-6.14200
	0.30700
	-1.07500

	H
	-1.11600
	0.76200
	-1.83600

	H
	-1.57900
	-0.89500
	-1.48100

	H
	-2.49800
	0.04900
	-2.65900

	H
	-1.38900
	1.62000
	0.62000

	H
	-2.71900
	0.98900
	1.56200

	H
	-1.48200
	-0.10700
	0.92800

	H
	-3.16500
	1.65100
	-0.90000

	H
	-3.00900
	-2.38200
	2.66900

	H
	-2.53700
	-2.06100
	-0.08700

	H
	-5.47100
	-5.83300
	2.44100

	H
	-3.70700
	-4.86700
	1.03400

	H
	-4.91700
	-3.72800
	1.59400

	H
	0.70500
	-4.96100
	1.63900

	H
	0.67500
	-5.06000
	3.39500

	H
	-1.45000
	-4.14900
	3.43900

	H
	4.46200
	-2.71900
	1.72700

	H
	2.78000
	-4.19900
	1.76700

	H
	1.49900
	0.85700
	1.95800

	H
	3.07700
	1.58400
	1.64200

	H
	3.69400
	-0.52100
	0.36400

	H
	2.11400
	-1.17600
	0.77600

	H
	1.16600
	2.51000
	-2.19500

	H
	-0.13700
	3.39600
	-1.49600

	H
	1.06300
	2.93900
	1.72000

	H
	1.62600
	0.64200
	-0.69600

	H
	2.76300
	-0.71900
	3.26200

	H
	4.38700
	-0.45900
	2.67100

	H
	7.11900
	-0.43400
	4.45500

	H
	8.09600
	-1.86900
	4.79200

	H
	8.38000
	-0.93700
	3.32500

	H
	6.15300
	-1.51600
	2.46700

	H
	5.81200
	-2.72300
	5.12100

	H
	7.39300
	-6.53000
	3.09500

	H
	6.51100
	-4.62000
	3.76000

	H
	3.88100
	-6.17400
	0.78600

	H
	4.74000
	-5.57200
	2.19700

	H
	4.94200
	-4.77300
	0.62900

	H
	6.63900
	-8.69800
	1.25400

	H
	5.78400
	-7.91000
	2.57600

	H
	4.89100
	-8.50500
	1.19200

	H
	5.92300
	-6.87100
	-0.29500

	H
	8.10200
	-6.77900
	0.62600

	H
	7.47600
	-5.17200
	0.36900

	H
	-3.37200
	6.07700
	1.22800

	H
	-4.10600
	4.62800
	0.57000

	H
	-0.40400
	4.39600
	0.83800
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<Sample Information>

: M17P29e C3 liquida
: M17P29e C3 liquida001
: M17P29e C3 liquida001_001.lcd

Sample Name
Sample ID

Data Filename
Method Filename

Batch Filename  : M17P29e C3 liquida.lcb

il Cabsolutions Analysis Report

: Gradient de 5 a 60% B en 35min equil final.lcm

Vial # 1 1-94 Sample Type : Unknown
Injection Volume : 100 uL
Date Acquired : 12/6/2020 12:55:06 PM Acquired by : System Administrator
Date Processed : 12/12/2020 9:26:48 AM Processed by : System Administrator
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