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1H NMR and COSY in  CDCl3 (400 MHz) 
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Figure S1. Results from Monte Carlo/MM conformational analysis. For each compounds the 

percentage of conformers meeting the geometrical requirements for β-turn, α-helix and 310 -helix 

are reported. 
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Figure S2. VT 1H NMR spectra of 8o (400 MHz) 

From the bottom to the top: a) 1H NMR in CDCl3 at 302 K, b) 1H NMR in CDCl3 at 306 K, c) 1H NMR in 

CDCl3 at 310 K, d) 1H NMR in CDCl3 at 314 K, e) 1H NMR in CDCl3 at 318 K. 
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Figure S3. VT 1H NMR spectra of 8p (400 MHz) 

From the bottom to the top: a) 1H NMR in CDCl3 at 302 K, b) 1H NMR in CDCl3 at 306 K, c) 1H NMR in 

CDCl3 at 310 K, d) 1H NMR in CDCl3 at 314 K, e) 1H NMR in CDCl3 at 318 K. 
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Figure S4. VT 1H NMR spectra of 8r in CDCl3 (400 MHz) 

From the bottom to the top: a) 1H NMR in CDCl3 at 302 K, b) 1H NMR in CDCl3 at 306 K, c) 1H NMR in 

CDCl3 at 310 K, d) 1H NMR in CDCl3 at 314 K, e) 1H NMR in CDCl3 at 318 K. 
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Figure S5. VT 1H NMR spectra of 8p in dmso-d6 (400 MHz) 

From the bottom to the top: a) 1H NMR in dmso-d6 at 302 K, b) 1H NMR in dmso-d6 at 306 K, c) 1H 

NMR in dmso-d6 at 310 K, d) 1H NMR in dmso-d6 at 314 K, e) 1H NMR in dmso-d6 at 318 K. 

 

 

 

 

  

y = -0,0042x + 9,8445

y = -0,0038x + 9,2093

7,6

7,8

8

8,2

8,4

8,6

300 302 304 306 308 310 312 314 316 318 320

d
(p

p
m

)

T (K)

VT 1H NMR of 8p in dmso-d6

Hb Ha Lineare (Hb) Lineare (Ha)



S123 
 

Figure S6. VT 1H NMR spectra of 8r in dmso-d6 (400 MHz) 

From the bottom to the top: a) 1H NMR in dmso-d6 at 302 K, b) 1H NMR in dmso-d6 at 304 K, c) 1H 

NMR in dmso-d6 at 306 K, d) 1H NMR in dmso-d6 at 310 K, e) 1H NMR in dmso-d6 at 314 K, f) 1H NMR 

in dmso-d6 at 318 K. 
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Figure S7. DMSO titration 1H NMR spectra of 8p (500 MHz) 

From the bottom to the top: a) 1H NMR in CDCl3, b) 1H NMR in CDCl3 + 5 L of DMSO, c) 1H NMR in 

CDCl3 + 10 L of DMSO, d) 1H NMR in CDCl3 + 15 L of DMSO, e) 1H NMR in CDCl3 + 20 L of DMSO, 

f) 1H NMR in CDCl3 + 25 L of DMSO; g) 1H NMR in CDCl3 + 30 L of DMSO; h) 1H NMR in CDCl3 + 35 

L of DMSO, i) 1H NMR in CDCl3 + 40 L of DMSO. 

 

 

  

a

b

c

d

e

f

g

h

i



S125 
 

Figure S8. DMSO titration 1H NMR spectra of 8r (500 MHz) 

From the bottom to the top: a) 1H NMR in CDCl3, b) 1H NMR in CDCl3 + 5 L of DMSO, c) 1H NMR in 

CDCl3 + 10 L of DMSO, d) 1H NMR in CDCl3 + 15 L of DMSO, e) 1H NMR in CDCl3 + 20 L of DMSO, 

f) 1H NMR in CDCl3 + 25 L of DMSO; g) 1H NMR in CDCl3 + 30 L of DMSO; h) 1H NMR in CDCl3 + 35 

L of DMSO, i) 1H NMR in CDCl3 + 40 L of DMSO, j) 1H NMR in CDCl3 + 45 L of DMSO, k) 1H NMR 

in CDCl3 + 50 L of DMSO 
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Table S1. Selected H-bond distances and angles. 

Bond D···A (Å) D-H···A (Å) D-H···A (°) Equivalent 
positions 

N3-H3N···O4 2.727(9) 1.965(6) 147.2(5) x,y,z 

N4-H4N···O3 2.843(9) 2.001(6) 166.1(5) x,y-1,z 

C38-H38···O1 3.651(12) 2.738(6) 167.5(6) x,y,z 

C31-H31···O3 3.751(11) 2.947(6) 145.5(6) x,y-1,z 

C32-H32···O1 3.784(13) 2.894(6) 160.5(7) x,y-1,z 

C25-H25···Cl1 3.775(20) 2.895(5) 158(1) 1-x,y,1-z 

 

 

 

 


