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Physical characterization data of representative compounds

Compound 1924-10: 1H NMR (400 MHz, DMSO-d6) δppm 9.1 (s, 1H) 7.09, 7,81 (t, J= 8.96 Hz, 1H), 
7.47 (d, J= 2.44 Hz, 1H), 7.24 (m, 2H), 7.13 (m, 2H), 6.95 (d, J= 8.24 Hz, 2H), 6.58 (d, J= 8.16 Hz, 
1H), 6.31 (s, 1H), 5.23 (d, J= 11.56 Hz, 1H), 4.39 (m, 2H), 4.19 (m, 2H), 4.01 (m, 2H), 3.52 (d, J= 
14.48 Hz, 1H), 3.37 (m, 1H), 3.27 (m, 2H), 3.01 (m, 2H), 2.83 (m, 4H),  2.78 (m, 2H), 2.72 (m, 2H), 
2.57 (s, 3H), 0.27 (d, J= 6.4 Hz, 3H). 13C NMR (100 MHz, DMSO-d6) δppm  173.59, 172.89, 172.60, 
167.54, 156.48, 150.18, 138.44, 130.39, 129.82, 129.00, 127.72, 126.99, 115.57, 103.68, 62.32, 
62.09, 56.96, 42.32, 37.04, 33.92, 33.10, 29.86, 16.57.   MS (ESI): m/z calcd for C29H34N6O5S2 [M + 
H]+ : 611.2, found: 611.0.

Compound 1936-9: 1H NMR (400 MHz, DMSO-d6) δppm 9.08 (s, 1H), 8.23 (d, J= 7.72 Hz, 1H), 7.78 
(d, J= 6.72 Hz, 1H), 7.69 (d, J= 7.60 Hz, 1H), 7.09 (m, 3H), 7.02 (m, 2H), 6.56 (d, J= 6.84 Hz, 2H), 
6.28 (s, 1H), 4.42 (m, 1H), 4.25 (m, 1H), 4.22 (m, 1H), 4.20 (d, J=6.40 Hz, 1H), 4.12 (d, J= 8.28 Hz, 
1H), 3.90 (d, J=6.40 Hz, 1H), 3.43 (bs, 1H), 2.92 (m, 2H), 2,87 (m, 2H), 2.75 (m, 2H), 2.72 (m, 2H), 
1.52 (m, 2H), 1.39 (t, J=6.48 Hz, 3H), 0.77 (dd, J= 20.00 Hz, J=5.20 Hz, 3H). 13C NMR (100 MHz, 
DMSO-d6) δppm    172.77, 171.75, 171.67, 169.96, 167.88, 155.79, 148.99, 137.76, 137.48, 129.73, 
129.05, 128.85, 114.90, 103.42, 61.45, 56.20, 54.55, 54.32, 51.59,  36.83, 36.50, 35.88, 32.68, 
30.30, 23.51, 22.03. MS (ESI): m/z calcd for C33H41N7O6S2 [M + H]+ : 696.3, found: 696.0.
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MACCS keys

Variability preserved: 96.8%
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Approximate three-dimensional chemical space of five cyclic peptides. Each data point in the graph 
represents a group of peptides with the core scaffold indicated in the figure legend. The chemical 
space was constructed using Tanimoto similarity based on MACCS key fingerprints. The similarity 
matrix was then subjected to principal component analysis, and the first three principal components, 
which explained 96.8% of the total variance of the sample, were plotted in the figure. A similar 
approach has been employed to compare the chemical space of other data sets (Reference 43). It is 
clear from the figure that the thiazole containing cyclic peptides (the green spot near the ‘floor’ of the 
graph) occupy a significantly different region in chemical space when compared to the other cyclic 
peptides illustrated.


