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I- NMR spectra of the synthesis of protected Dab(OH) (3, 5, 6) 

 

 

Supplementary Figure 1: 1H NMR spectra of 3 (D2O, 298 K) 

 

 

Supplementary Figure 2: 13C NMR spectra of 3 (D2O, 298 K) 
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Supplementary Figure 3: 1H NMR spectra of 5 (DMSO-d6, 343 K)  

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Supplementary Figure 4: 13C NMR spectra of 5 (DMSO-d6, 343 K)  
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Supplementary Figure 5: 1H NMR spectra of 6 (DMSO-d6, 343 K) 
 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Supplementary Figure 6: 13C NMR spectra of 6 (DMSO-d6, 343 K) 
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II- NMR spectra of the synthesis of Lys-Dha (7, 9-16) 

 

 
 

Supplementary Figure 7: 1H NMR spectra of 9 (DMSO-d6) 

 

 
 

Supplementary Figure 8: 13C NMR spectra of 9 (DMSO-d6) 
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Supplementary Figure 9: 1H NMR spectra of 10 (DMSO-d6) 

 

 
 

Supplementary Figure 10: 13C NMR spectra of 10 (DMSO-d6) 
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Supplementary Figure 11: 1H NMR spectra of 11 (CDCl3) 
 

 

 

 

Supplementary Figure 12: 13C NMR spectra of 11 (CDCl3) 
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Supplementary Figure 13: 31P NMR spectra of 11 (CDCl3) 
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Supplementary Figure 14: 1H NMR spectra of 12 (DMSO-d6) 

 

 

 

Supplementary Figure 15: 13C NMR spectra of 12 (DMSO-d6) 
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Supplementary Figure 16: 31P NMR spectra of 12 (DMSO-d6) 
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Supplementary Figure 17: 1H NMR spectra of 14 (CDCl3) 

 

 

 

 

Supplementary Figure 18: 13C NMR spectra of 14 (CDCl3) 
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Supplementary Figure 19: 1H NMR spectra of 16 (DMSO-d6) 

 

 

 

 

Supplementary Figure 20: 13C NMR spectra of 16 (DMSO-d6) 
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Supplementary Figure 21: 1H NMR spectra of 7 (DMSO-d6) 

 

 
 

Supplementary Figure 22: 13C NMR spectra of 7 (DMSO-d6) 
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III- NOESY of dipeptide 7 

 

 

 
 

Supplementary Figure 23: NOESY of (Z)-7 
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Supplementary Figure 24: NOESY of (E)-7 
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IV- Analyses of NOSO-95C 1 

 

 

 

Supplementary Figure 25: UV trace of LC-MS analysis of natural NOSO-95C 1 
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Supplementary Figure 26: mass spectrum of LC-MS analysis of natural NOSO-95C 1 
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Supplementary Figure 27: mass spectrum of LC-MS analysis of natural NOSO-95C 1 

(zoom) 
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Supplementary Figure 28: UV trace of LC-MS analysis of synthetic NOSO-95C 1 
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Supplementary Figure 29: mass spectrum of LC-MS analysis of synthetic NOSO-95C 1 
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Supplementary Figure 30: mass spectrum of LC-MS analysis of synthetic NOSO-95C 1 

(zoom)  
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Supplementary Table S1: Comparison of chemical shifts of natural and synthetic NOSO-

95C 1 (water, 280 K) 

Spin system Group 
1H (ppm) 

natural 11 

1H (ppm) 

synthetic 1 

13C (ppm) 

natural 11 

13C (ppm) 

synthetic 1 

Lys1 H2N 

CH 

CH2 

CH2 

CH2 

CH2 

NH2 

– 

3.80 

1.66/1.62 

1.20 

1.45 

2.78 

– 

– 

3.83 

1.64/1.60 

1.20 

1.46 

2.74 

– 

– 

53.0 

30.4 

21.1 

26.3 

39.0 

– 

– 

53.2 

30.4 

21.0 

26.2 

39.0 

– 

Dab(OH)2 HN 

CH 

CH-OH 

CH2 

NH2 

8.83 

4.28 

3.89 

2.99/2.79 

– 

8.87 

4.28 

3.84 

3.01/2.81 

– 

– 

56.3 

67.4 

41.9 

– 

– 

56.3 

67.3 

42.0 

– 

Dab(OH)3 HN 

CH 

CH-OH 

CH2 

NH2 

8.63 

4.33 

3.93 

2.98/2.80 

– 

8.58 

4.33 

3.97 

2.97/2.79 

– 

– 

56.3 

67.7 

41.5 

– 

– 

56.2 

67.7 

41.4 

– 

Gly4 HN 

CH 

8.37 

3.80 

8.40 

3.80 

– 

42.1 

– 

42.1 

Orn5 HN 

CH 

CH2 

CH2 

CH2 

8.15 

4.46 

1.58/1.42 

1.49/1.40 

2.74 

8.19 

4.44 

1.58/1.42 

1.50/1.41 

2.71 

– 

51.2 

27.5 

23.2 

39.0 

– 

51.5 

27.3 

23.2 

39.1 
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NH2 – – – – 

Pro6 CH 

CH2 

CH2 

CH2 

4.10 

1.98/1.60 

1.72 

3.48/3.38 

4.12 

1.98/1.60 

1.71 

3.50/3.40 

60.4 

29.5 

24.3 

47.7 

60.2 

29.5 

24.3 

47.7 

His7 HN 

CH 

CH2 

CH 

CH 

8.49 

4.46 

2.98/2.91 

7.03 

8.33 

8.45 

4.48 

2.98/2.91 

6.98 

8.28 

– 

52.0 

26.3 

118.0 

134.0 

– 

52.2 

26.2 

118.2 

133.8 

Lys8 HN 

CH 

CH2 

CH2 

CH2 

CH2 

NH2 

8.41 

4.12 

1.70 

1.36/1.26 

1.53 

2.86/2.63 

– 

8.43 

4.13 

1.70 

1.35/1.25 

1.51 

2.89/2.66 

– 

– 

53.8 

27.0 

30.0 

26.4 

44.5 

– 

– 

53.7 

27.0 

30.1 

26.4 

44.7 

– 

Dha9 HN 

C 

CH 

CH2 

CH2 

HN 

C(NH2)=NH 

9.60 

– 

6.17 

2.20 

3.10 

7.00 

– 

9.64 

– 

6.14 

2.22 

3.13 

6.97 

– 

– 

– 

132.0 

26.5 

39.5 

– 

– 

– 

– 

132.3 

26.4 

39.5 

– 

– 

 

Lys10 

 

HN 

CH 

 

8.05 

4.06 

 

8.07 

4.07 

 

– 

54.0 

 

– 

54.2 
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CH2 

CH2 

CH2 

CH2 

NH2 

1.65 

1.27 

1.58 

2.86/2.63 

– 

1.65 

1.27 

1.59 

2.84/2.61 

– 

27.0 

30.0 

26.3 

44.5 

– 

26.9 

30.1 

26.3 

44.3 

– 

Dbt11 HN 

CH2 

CH2 

CH2 

CH2 

NH2 

8.05 

2.95 

1.30 

1.40 

2.78 

– 

8.08 

2.96 

1.30 

1.40 

2.76 

– 

– 

39.5 

25.3 

24.0 

39.0 

– 

– 

39.5 

25.2 

24.0 

38.8 

– 
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Supplementary Figure 31: ROESY of synthetic NOSO-95C 1 (DMSO-d6, 298 K) 
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Supplementary Table S2: Marfey’s analysis of DL-FDAA and D- or L-FDAA amino 

acids 

Amino acid m/z (Da) Rt DL-FDAA (min) Rt L-FDAA (min) 

Lys 652 100.76/104.23 100.76 

DL-(3R)-Dab(OH) + DL-(3S)-Dab(OH) 639 92.34; 93.08; 95.24 and 95.63 93.12 L-(3S)-Dab(OH) 

Gly 637 68.26 N/A 

Orn 368 92.08 and 96.32 92.28 (D-Orn) 

Pro 660 74.25 and 76.87 74.19 

His 408 49.47 and 55.36 55.39 

Lys-Z-Dha 805 84.32 and 90.73 84.25 

1,4-diaminobutane 652 106.06 N/A 

 

Supplementary Table S3: Marfey’s analysis of FDAA-derivatized synthetic NOSO-95C 1 

Amino acid m/z (Da) Rt FDAA derivative (min) Configuration 

Lys 652 101.15 S 

Dab(OH) 639 93.58 S,S 

Gly 637 68.48 N/A 

Orn 368 92.29 R 

Pro 660 74.53 S 

His 408 55.86 S 

Lys-Z-Dha 805 84.32 S 

1,4-diaminobutane 652 106.47 N/A 
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V- Analyses of NOSO-95179 46 

 

 

 

 

Supplementary Figure 32: UV trace of LC-MS analysis of NOSO-95179 46 (TFA salt) 
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Supplementary Figure 33: mass spectrum of LC-MS analysis of NOSO-95179 46 (TFA salt) 
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Supplementary Figure 34: mass spectrum of LC-MS analysis of NOSO-95179 46 (TFA salt, 

zoom) 
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Supplementary Figure 35: UV trace of LC-MS analysis of NOSO-95179 46 (HCl salt) 
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Supplementary Figure 36: mass spectrum of LC-MS analysis of NOSO-95179 46 (HCl salt) 
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Supplementary Figure 37: mass spectrum of LC-MS analysis of NOSO-95179 46 (HCl salt, 

zoom) 
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VI – HRMS data  

Supplementary Table S4: HRMS data of new compounds 

 

 

 

 

 

Cmpd Observed mass Calculated mass

1 1264.8066 1264.8065

17 1207.7500 1207.7500

18 1219.7871 1219.7877

19 1219.7848 1219.7864

20 1278.8220 1278.8221

21 1221.7649 1221.7656

22 1238.7913 1238.7908

23 1198.7848 1198.7847

24 1207.7526 1207.7513

25 1181.7567 1181.7595

26 1207.7490 1207.7500

27 1194.9197 1194.9201

28 1248.8124 1248.8129

29 1249.7943 1249.7911

30 1235.7814 1235.7813

31 1248.8104 1248.8129

32 1249.7952 1249.7969

33 1235.7795 1235.7813

34 1205.7687 1205.7707

35 1247.8153 1247.8177

36 1233.8019 1233.8020

37 1193.7609 1193.7613

38 1266.8239 1266.8235

39 1266.8232 1266.8235

40 1194.9197 1194.9201

41 1066.8081 1066.8085

42 912.5375 912.5379

43 784.4432 784.4430

44 1136.7098 1136.7088

45 1020.6542 1020.6543

46 1021.6026 1021.6019
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VII – MIC of compounds in µM 

Supplementary Table S5: comparison of MIC in µg/mL and µM 

 

 

  

µg/mL µM µg/mL µM

1 8 3,33 4 1,66

17 16 7,17 8 3,58

18 >64 >28,51 >64 >28,51

19 2 0,89 1 0,45

20 >64 >26,47 >64 >26,47

21 >64 >28,48 >64 >28,48

22 16 6,73 32 13,46

23 8 3,33 8 3,33

24 16 7,17 4 1,79

25 >64 >29,00 64 29,00

26 8 3,58 8 3,58

27 16 7,21 4 1,80

28 >64 >26,80 64 26,80

29 >64 >28,13 >64 >28,13

30 >64 >28,31 >64 >28,31

31 4 1,68 4 1,68

32 8 3,52 8 3,52

33 4 1,77 4 1,77

34 8 3,41 8 3,41

35 4 1,76 2 0,88

36 4 1,77 4 1,77

37 16 7,21 8 3,61

38 32 13,96 8 3,49

39 16 6,65 16 6,65

40 16 7,21 4 1,80

41 16 8,13 4 2,03

42 >64 >37,43 >64 >37,43

43 >64 >43,63 >64 >43,63

44 >64 >29,60 >64 >29,60

45 >64 >29,82 >64 >29,82

46 16 12,54 4 3,13

MIC E.coli  ATCC 25922 MIC K. pneumoniae  ATCC 43816
Compound
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VIII – Inhibition curves of compounds 1, 17-46 

 

 
Supplementary Figure 36: Inhibition curve of compound 1 

 

 

 
Supplementary Figure 37: Inhibition curve of compound 17 
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Supplementary Figure 38: Inhibition curve of compound 18 

 
Supplementary Figure 39: Inhibition curve of compound 19 
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Supplementary Figure 40: Inhibition curve of compound 20 

 
Supplementary Figure 41: Inhibition curve of compound 21 
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Supplementary Figure 42: Inhibition curve of compound 22 

 
Supplementary Figure 43: Inhibition curve of compound 23 
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Supplementary Figure 44: Inhibition curve of compound 24 

 
Supplementary Figure 45: Inhibition curve of compound 25 
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Supplementary Figure 46: Inhibition curve of compound 26 

 
Supplementary Figure 47: Inhibition curve of compound 27 
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Supplementary Figure 48: Inhibition curve of compound 28 

 
Supplementary Figure 49: Inhibition curve of compound 29 
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Supplementary Figure 50: Inhibition curve of compound 30 

 
Supplementary Figure 51: Inhibition curve of compound 31 
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Supplementary Figure 52: Inhibition curve of compound 32 

 
Supplementary Figure 53: Inhibition curve of compound 33 



 S44 

 
Supplementary Figure 54: Inhibition curve of compound 34 

 
Supplementary Figure 55: Inhibition curve of compound 35 
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Supplementary Figure 56: Inhibition curve of compound 36 

 
Supplementary Figure 57: Inhibition curve of compound 37 
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Supplementary Figure 58: Inhibition curve of compound 38 

 
Supplementary Figure 59: Inhibition curve of compound 39 
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Supplementary Figure 61: Inhibition curve of compound 41 

 
Supplementary Figure 62: Inhibition curve of compound 42 
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Supplementary Figure 63: Inhibition curve of compound 43 

 
Supplementary Figure 64: Inhibition curve of compound 44 
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Supplementary Figure 65: Inhibition curve of compound 45 

 
Supplementary Figure 66: Inhibition curve of compound 46 
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IX – Molecular Formula String 

Supplementary Table S6: Molecular formula string with associated biological data 

 

Compound ID SMILES MIC E. coli ATCC 25922 (µg/mL) MIC K. pneumoniae ATCC 43816 (µg/mL) IC50 IVTT (µM)

1

c1c([nH]cn1)C[C@@H](C(=O)N[C@@H](CCCCN)C(=O)N/C(=C\CCNC

(=N)N)/C(=O)N[C@@H](CCCCN)C(=O)NCCCCN)NC(=O)[C@@H]2CC

CN2C(=O)[C@@H](CCCN)NC(=O)CNC(=O)[C@H]([C@H](CN)O)NC(

=O)[C@H]([C@H](CN)O)NC(=O)[C@H](CCCCN)N

8 4 0.63

17

C[C@@H](C(=O)N[C@@H]([C@H](CN)O)C(=O)N[C@@H]([C@H](C

N)O)C(=O)NCC(=O)N[C@H](CCCN)C(=O)N1CCC[C@H]1C(=O)N[C@

@H](Cc2cnc[nH]2)C(=O)N[C@@H](CCCCN)C(=O)N/C(=C\CCNC(=N)

N)/C(=O)N[C@@H](CCCCN)C(=O)NCCCCN)N

16 8 0.73

18

C[C@@H](C(=O)N[C@@H]([C@H](CN)O)C(=O)NCC(=O)N[C@H](CC

CN)C(=O)N1CCC[C@H]1C(=O)N[C@@H](Cc2cnc[nH]2)C(=O)N[C@

@H](CCCCN)C(=O)N/C(=C\CCNC(=N)N)/C(=O)N[C@@H](CCCCN)C(

=O)NCCCCN)NC(=O)[C@H](CCCCN)N

>64 >64 4.50

19

C[C@H]([C@@H](C(=O)N[C@@H]([C@@H](C)O)C(=O)NCC(=O)N[C

@H](CCCN)C(=O)N1CCC[C@H]1C(=O)N[C@@H](Cc2cnc[nH]2)C(=O)

N[C@@H](CCCCN)C(=O)N[C@@H](CCCNC(=N)N)C(=O)N[C@@H](

CCCCN)C(=O)NCCCCN)NC(=O)CCCCCN)O

2 1 0.63

20

C[C@H]([C@@H](C(=O)NCC(=O)N[C@H](CCCN)C(=O)N1CCC[C@H]

1C(=O)N[C@@H](Cc2cnc[nH]2)C(=O)N[C@@H](CCCCN)C(=O)N[C@

@H](CCCNC(=N)N)C(=O)N[C@@H](CCCCN)C(=O)NCCCCN)NC(=O)[

C@H](CCN)NC(=O)[C@H](CCCCN)N)O

>64 >64 3.64

21

C[C@H](C(=O)N1CCC[C@H]1C(=O)N[C@@H](Cc2cnc[nH]2)C(=O)N[

C@@H](CCCCN)C(=O)N/C(=C\CCNC(=N)N)/C(=O)N[C@@H](CCCCN

)C(=O)NCCCCN)NC(=O)CNC(=O)[C@H]([C@H](CN)O)NC(=O)[C@H]

([C@H](CN)O)NC(=O)[C@H](CCCCN)N

>64 >64 >40

22

C[C@@H](C(=O)N[C@@H](Cc1cnc[nH]1)C(=O)N[C@@H](CCCCN)C(

=O)N/C(=C\CCNC(=N)N)/C(=O)N[C@@H](CCCCN)C(=O)NCCCCN)N

C(=O)[C@@H](CCCN)NC(=O)CNC(=O)[C@H]([C@H](CN)O)NC(=O)[

C@H]([C@H](CN)O)NC(=O)[C@H](CCCCN)N

16 32 2.41

23

C[C@@H](C(=O)N[C@@H](CCCCN)C(=O)N/C(=C\CCNC(=N)N)/C(=

O)N[C@@H](CCCCN)C(=O)NCCCCN)NC(=O)[C@@H]1CCCN1C(=O)[

C@@H](CCCN)NC(=O)CNC(=O)[C@H]([C@H](CN)O)NC(=O)[C@H](

[C@H](CN)O)NC(=O)[C@H](CCCCN)N

8 8 0.39

24

C[C@@H](C(=O)N/C(=C\CCNC(=N)N)/C(=O)N[C@@H](CCCCN)C(=

O)NCCCCN)NC(=O)[C@H](Cc1cnc[nH]1)NC(=O)[C@@H]2CCCN2C(=

O)[C@@H](CCCN)NC(=O)CNC(=O)[C@H]([C@H](CN)O)NC(=O)[C@

H]([C@H](CN)O)NC(=O)[C@H](CCCCN)N

16 4 1.85

25

C[C@@H](C(=O)N[C@@H](CCCCN)C(=O)NCCCCN)NC(=O)[C@H](C

CCCN)NC(=O)[C@H](Cc1cnc[nH]1)NC(=O)[C@@H]2CCCN2C(=O)[C

@@H](CCCN)NC(=O)CNC(=O)[C@H]([C@H](CN)O)NC(=O)[C@H]([

C@H](CN)O)NC(=O)[C@H](CCCCN)N

>64 64 2.40

26

C[C@@H](C(=O)NCCCCN)NC(=O)/C(=C/CCNC(=N)N)/NC(=O)[C@H]

(CCCCN)NC(=O)[C@H](Cc1cnc[nH]1)NC(=O)[C@@H]2CCCN2C(=O)[

C@@H](CCCN)NC(=O)CNC(=O)[C@H]([C@H](CN)O)NC(=O)[C@H](

[C@H](CN)O)NC(=O)[C@H](CCCCN)N

8 8 1.04

27

c1c([nH]cn1)C[C@@H](C(=O)N[C@@H](CCCCN)C(=O)N/C(=C\CCNC

(=N)N)/C(=O)N[C@@H](CCCCN)C(=O)NCCO)NC(=O)[C@@H]2CCC

N2C(=O)[C@@H](CCCN)NC(=O)CNC(=O)[C@H]([C@H](CN)O)NC(=

O)[C@H]([C@H](CN)O)NC(=O)[C@H](CCCCN)N

16 4 0.36

28

c1c(nc[nH]1)C[C@@H](C(=O)N[C@@H](CCCCN)C(=O)N/C(=C\CCNC

(=N)N)/C(=O)N[C@@H](CCCCN)C(=O)NCCCCN)NC(=O)[C@@H]2CC

CN2C(=O)[C@@H](CCCN)NC(=O)CNC(=O)[C@H]([C@H](CN)O)NC(

=O)[C@H](CCN)NC(=O)[C@H](CCCCN)N

>64 64 5.91

29

C[C@@H]([C@@H](C(=O)N[C@@H]([C@H](CN)O)C(=O)NCC(=O)N

[C@H](CCCN)C(=O)N1CCC[C@H]1C(=O)N[C@@H](Cc2c[nH]cn2)C(=

O)N[C@@H](CCCCN)C(=O)N/C(=C\CCNC(=N)N)/C(=O)N[C@@H](C

CCCN)C(=O)NCCCCN)NC(=O)[C@H](CCCCN)N)O

>64 >64 >40

30

c1c([nH]cn1)C[C@@H](C(=O)N[C@@H](CCCCN)C(=O)N/C(=C\CCNC

(=N)N)/C(=O)N[C@@H](CCCCN)C(=O)NCCCCN)NC(=O)[C@@H]2CC

CN2C(=O)[C@@H](CCCN)NC(=O)CNC(=O)[C@H]([C@H](CN)O)NC(

=O)[C@H](CO)NC(=O)[C@H](CCCCN)N

>64 >64 >40
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31

c1c([nH]cn1)C[C@@H](C(=O)N[C@@H](CCCCN)C(=O)N/C(=C\CCNC

(=N)N)/C(=O)N[C@@H](CCCCN)C(=O)NCCCCN)NC(=O)[C@@H]2CC

CN2C(=O)[C@@H](CCCN)NC(=O)CNC(=O)[C@H](CCN)NC(=O)[C@H

]([C@H](CN)O)NC(=O)[C@H](CCCCN)N

4 4 1.10

32

C[C@@H]([C@@H](C(=O)NCC(=O)N[C@H](CCCN)C(=O)N1CCC[C@

H]1C(=O)N[C@@H](Cc2cnc[nH]2)C(=O)N[C@@H](CCCCN)C(=O)N/

C(=C\CCNC(=N)N)/C(=O)N[C@@H](CCCCN)C(=O)NCCCCN)NC(=O)[

C@H]([C@H](CN)O)NC(=O)[C@H](CCCCN)N)O

8 8 1.00

33

c1c([nH]cn1)C[C@@H](C(=O)N[C@@H](CCCCN)C(=O)N/C(=C\CCNC

(=N)N)/C(=O)N[C@@H](CCCCN)C(=O)NCCCCN)NC(=O)[C@@H]2CC

CN2C(=O)[C@@H](CCCN)NC(=O)CNC(=O)[C@H](CO)NC(=O)[C@H]

([C@H](CN)O)NC(=O)[C@H](CCCCN)N

4 4 0.66

34

c1c(nc[nH]1)C[C@@H](C(=O)N[C@@H](CCCCN)C(=O)N/C(=C\CCNC

(=N)N)/C(=O)N[C@@H](CCCCN)C(=O)NCCCCN)NC(=O)[C@@H]2CC

CN2C(=O)[C@@H](CCCN)NC(=O)CNC(=O)CNC(=O)[C@H]([C@H](C

N)O)NC(=O)[C@H](CCCCN)N

8 8 1.06

35

CC(C)[C@@H](C(=O)NCC(=O)N[C@H](CCCN)C(=O)N1CCC[C@H]1C(

=O)N[C@@H](Cc2c[nH]cn2)C(=O)N[C@@H](CCCCN)C(=O)N/C(=C\

CCNC(=N)N)/C(=O)N[C@@H](CCCCN)C(=O)NCCCCN)NC(=O)[C@H]

([C@H](CN)O)NC(=O)[C@H](CCCCN)N

4 2 0.80

36

CC[C@@H](C(=O)NCC(=O)N[C@H](CCCN)C(=O)N1CCC[C@H]1C(=O

)N[C@@H](Cc2c[nH]cn2)C(=O)N[C@@H](CCCCN)C(=O)N/C(=C\CC

NC(=N)N)/C(=O)N[C@@H](CCCCN)C(=O)NCCCCN)NC(=O)[C@H]([C

@H](CN)O)NC(=O)[C@H](CCCCN)N

4 4 0.73

37

C/C=C(/C(=O)N[C@@H](CCCCN)C(=O)NCCCCN)\NC(=O)[C@H](CCC

CN)NC(=O)[C@H](Cc1cnc[nH]1)NC(=O)[C@@H]2CCCN2C(=O)[C@

@H](CCCN)NC(=O)CNC(=O)[C@H]([C@H](CN)O)NC(=O)[C@H]([C

@H](CN)O)NC(=O)[C@H](CCCCN)N

16 8 0.83

38

c1c([nH]cn1)C[C@@H](C(=O)N[C@@H](CCCCN)C(=O)N[C@@H](CC

CNC(=N)N)C(=O)N[C@@H](CCCCN)C(=O)NCCCCN)NC(=O)[C@@H]

2CCCN2C(=O)[C@@H](CCCN)NC(=O)CNC(=O)[C@H]([C@H](CN)O)

NC(=O)[C@H]([C@H](CN)O)NC(=O)[C@H](CCCCN)N

32 8 1.53

39

c1c([nH]cn1)C[C@@H](C(=O)N[C@@H](CCCCN)C(=O)N[C@H](CCC

NC(=N)N)C(=O)N[C@@H](CCCCN)C(=O)NCCCCN)NC(=O)[C@@H]2

CCCN2C(=O)[C@@H](CCCN)NC(=O)CNC(=O)[C@H]([C@H](CN)O)N

C(=O)[C@H]([C@H](CN)O)NC(=O)[C@H](CCCCN)N

16 16 0.98

40

c1c([nH]cn1)C[C@@H](C(=O)N[C@@H](CCCCN)C(=O)N/C(=C\CCNC

(=N)N)/C(=O)N[C@@H](CCCCN)C(=O)NCCO)NC(=O)[C@@H]2CCC

N2C(=O)[C@@H](CCCN)NC(=O)CNC(=O)[C@H]([C@H](CN)O)NC(=

O)[C@H]([C@H](CN)O)NC(=O)[C@H](CCCCN)N

16 4 0.36

41

c1c([nH]cn1)C[C@@H](C(=O)N[C@@H](CCCCN)C(=O)N/C(=C\CCNC

(=N)N)/C(=O)O)NC(=O)[C@@H]2CCCN2C(=O)[C@@H](CCCN)NC(=

O)CNC(=O)[C@H]([C@H](CN)O)NC(=O)[C@H]([C@H](CN)O)NC(=O

16 4 0.43

42

c1c([nH]cn1)C[C@@H](C(=O)N[C@@H](CCCCN)C(=O)O)NC(=O)[C

@@H]2CCCN2C(=O)[C@@H](CCCN)NC(=O)CNC(=O)[C@H]([C@H](

CN)O)NC(=O)[C@H]([C@H](CN)O)NC(=O)[C@H](CCCCN)N

>64 >64 10.01

43

c1c([nH]cn1)C[C@@H](C(=O)O)NC(=O)[C@@H]2CCCN2C(=O)[C@

@H](CCCN)NC(=O)CNC(=O)[C@H]([C@H](CN)O)NC(=O)[C@H]([C

@H](CN)O)NC(=O)[C@H](CCCCN)N

>64 >64 9.60

44

c1c([nH]cn1)C[C@@H](C(=O)N[C@@H](CCCCN)C(=O)N/C(=C\CCNC

(=N)N)/C(=O)N[C@@H](CCCCN)C(=O)NCCCCN)NC(=O)[C@@H]2CC

CN2C(=O)[C@@H](CCCN)NC(=O)CNC(=O)[C@H]([C@H](CN)O)NC(

>64 >64 >40

45

c1c([nH]cn1)C[C@@H](C(=O)N[C@@H](CCCCN)C(=O)N/C(=C\CCNC

(=N)N)/C(=O)N[C@@H](CCCCN)C(=O)NCCCCN)NC(=O)[C@@H]2CC

CN2C(=O)[C@@H](CCCN)NC(=O)CNC(=O)[C@H]([C@H](CN)O)N

>64 >64 >40

46

C[C@@H](C(=O)NCC(=O)N[C@H](CCCN)C(=O)N1CCC[C@H]1C(=O)

N[C@@H](Cc2cnc[nH]2)C(=O)N[C@@H](CCCCN)C(=O)N/C(=C\CCN

C(=N)N)/C(=O)O)NC(=O)[C@H]([C@H](CN)O)NC(=O)[C@H](CCCCN

16 4 0.55
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