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Table S1 1H (600 MHz) and 13C (150 MHz) NMR data for testacosides A-C peracetate derivatives (5-7) in CDCl3 

 Testacoside A peracetate 

(5) 
Testacoside B peracetate 

(6) 

Testacoside C peracetate 

(7) 

Position δC, type δH (J in Hz) δC, type δH (J in Hz) δC, type δH (J in Hz) 

Gly       

1 66.4, CH2 3.80 (dd, 4.6-10.9)  

3.64 (dd, 6.0-10.9) 

66.4, CH2 3.80 (dd, 5.1-11.1) 

3.64 (dd, 6.0-11.1) 

66.4, CH2 3.80 (dd, 4.8-11.0) 

3.64 (dd, 6.2-11.0) 

2 70.0, CH 5.21 (m) 70.0, CH 5.21 (m) 70.0, CH 5.21 (m) 

3 62.4, CH2 4.32 (dd, 4.1-12.0) 

4.15 (dd, 5.8-11.9) 

62.4, CH2 4.32 (dd, 4.1-12.0) 

4.15 (dd, 5.8-12.0) 

62.4, CH2 4.32 (dd, 4.0-12.3) 

4.14 (dd, 6.0-12.1) 

Man       

1’ 97.8, CH 4.84 (d, 1.5) 97.8, CH 4.84 (bs) 97.8, CH 4.84 (bs) 

2’ 70.6, CH 5.20 (dd, 1.6-3.8) 70.6, CH 5.21 (m) 70.6, CH 5.20 (dd, 1.4-3.5) 

3’ 72.7, CH 4.18 (dd, 3.6-9.7) 72.7, CH 4.18 (dd, 3.6-9.8) 72.7, CH 4.18 (dd, 3.7-9.7) 
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4’ 68.2, CH 5.29 (t, 10.0) 68.3, CH 5.30 (t, 9.9) 68.2, CH 5.29 (t, 10.0) 

5’ 69.1, CH 3.83 (m) 69.1, CH 3.84 (m) 69.1, CH 3.83 (m) 

6’ 62.4, CH2 4.19 (dd, 5.6-12.2) 

4.08 (dd, 2.8-12.3) 

62.4, CH2 4.19 (m) 

4.08 (m) 

62.4, CH2 4.19 (dd, 5.6-12.3) 

4.08 (dd, 2.3-12.6) 

Glu       

1’’ 96.7, CH 5.26 (d, 3.8) 96.7, CH 5.26 (d, 3.6) 96.7, CH 5.26 (d, 3.7) 

2’’ 70.9, CH 4.78 (dd, 3.6-9.7) 71.0, CH 4.78 (dd, 3.7-10.3) 70.9, CH 4.78 (dd, 3.8-10.4) 

3’’ 69.4, CH 5.35 (t, 10.0) 69.4, CH 5.35 (t, 9.9) 69.4, CH 5.35 (t, 10.0) 

4’’ 68.2, CH 5.04 (t, 9.9) 68.2, CH 5.04 (t, 9.9) 68.2, CH 5.04 (t, 9.9) 

5’’ 68,4, CH 4.10 (m) 68.4, CH 4.10 (m) 68.4, CH 4.10 (m) 

6’’ 61.9, CH2 4.30 (dd, 4.4-12.3) 

4.05 (dd, 2.3-12.3) 

61.9, CH2 4.31 (dd, 4.1-12.5) 

4.06 (dd, 1.9-12.5) 

61.9, CH2 4.30 (dd, 4.3-12.4) 

4.05 (dd, 2.0-12.4) 
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Aglyc       

1’’’ 173.6, C  173.6, C  173.6, C  

2’’’ 34.2, CH2 2.35 (m) 34.2, CH2 2.35 (m) 34.2, CH2 2.35 (m) 

3’’’ 25.0, CH2 1.64 (q, 7.4) 25.0, CH2 1.63 (m) 25.0, CH2 1.63 (m) 

4’’’ 29.4, CH2 1.32 (m) 29.4, CH2 1.32 29.3, CH2 1.32 

5-10’’’ 27.3-30.2, CH2 1.26 27.6-31.2, 

CH2 

1.26 27.6-31.2, 

CH2 

1.26 

11’’’ 36.8, CH2 1.26 

1.08 

30.3, CH2 1.31 30.4, CH2 1.31 

12’’’ 34.6, CH 1.30 (m) 30.7, CH2 1.30 30.8, CH2 1.30 

13’’’ 29.8, CH2 1.33 

1.12 

39.2, CH2 1.16 (m) 36.8, CH2 1.28 

1.08 

14’’’ 11.6, CH3 0.86 (t, 7.3) 28.2, CH 1.52 (m) 34.6, CH 1.30 (m) 

15’’’ 19.4, CH3 0.84 (d, 6.3) 22.8, CH3 0.87 (d, 6.9) 30.0, CH2 1.33 

1.13 
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16’’’   22.8, CH3 0.87 (d, 6.9) 11.6, CH3 0.86 

17’’’     19.4, CH3 0.84 
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Table S2 1H (600 MHz) and 13C (150 MHz) NMR data for testacoside D peracetate derivative (8) 

in CDCl3 

Testacoside D peracetate  (8) 

Position δC, type δH (J in Hz) 

Gly   

1 66.6, CH2 3.81 (dd, 4.3-10.9) 

3.65 (dd, 6.0-10.9) 

2 70.1, CH 5.21 (m) 

3 62.2, CH2 4.33 (dd, 4.1-12.0) 

4.15 (dd, 5.9-12.0) 

Man   

1’ 97.9, CH 4.84 (d, 1.32) 

2’ 70.6, CH 5.21 (m) 

3’ 72.7, CH 4.18 (dd, 3.6-9.7) 

4’ 68.2, CH 5.30 (t, 10.0) 

5’ 69.0, CH 3.84 (m) 

6’ 62.6, CH2 4.21 (dd, 5.6-12.3) 

4.06 (dd, 2.7-12-3) 

Glu   

1’’ 96.7, CH 5.26 (d, 3.8) 

2’’ 71.0, CH 4.78 (dd, 3.8-10.3) 

3’’ 69.4, CH 5.35 (t, 10.0) 

4’’ 68.2, CH 5.04 (t, 10.0) 

5’’ 68.4, CH 4.10 (m) 

6’’ 61.9, CH2 4.30 (dd, 4.4-12.4) 

4.05 (dd, 2.3-12.4) 
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Aglyc   

1’’’ 173.4, C  

2’’’ 34.2, CH2 2.32 

3’’’ 25.0, CH2 1.62 

4’’’ 29.3, CH2 1.32 

5-12’’’ 28.4-31.2, CH2 1.29 

13’’’ 37.3, CH2 1.27 

1.08 

14’’’ 34.6, CH 1.30 

15’’’ 29.7, CH2 1.34 

1.13 

16’’’ 11.6, CH3 0.86 

17’’’ 19.4, CH3 0.84 
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Figure S1 HRESIMS spectrum of testacoside A (1) 
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Figure S2 1H NMR spectrum of 1 (MeOH-d4; 600 MHz) 
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Figure S3 13C NMR spectrum of 1 (MeOH-d4; 150 MHz) 
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Figure S4 DEPT-135 spectrum of 1 (MeOH-d4; 150 MHz) 
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Figure S5 HSQC spectrum of 1 (MeOH-d4; 600 MHz) 
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Figure S6 COSY spectrum of 1 (MeOH-d4; 600 MHz) 
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Figure S7 HMBC spectrum of 1 (MeOH-d4; 600 MHz) 
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Figure S8 MS fragmentation spectrum of 1 

 
  

 549,3 387,3 

479,3 

461,3 
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Figure S9 1H NMR spectrum of testacoside B (2) (MeOH-d4; 600 MHz) 

  



 

20 

Figure S10 13C NMR spectrum of 2 (MeOH-d4; 150 MHz) 
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Figure S11 COSY spectrum of 2 (MeOH-d4; 600 MHz) 
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Figure S12 HSQC spectrum of 2 (MeOH-d4; 600 MHz) 
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Figure S13 HMBC spectrum of 2 (MeOH-d4; 600 MHz) 
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Figure S14 HRESIMS spectrum of 2 

 

 

Figure S15 MS fragmentation spectrum of 2 
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Figure S16 1H NMR spectrum of testacoside C (3) (MeOH-d4; 600 MHz) 
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Figure S17 13C NMR spectrum of 3 (MeOH-d4; 150 MHz) 
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Figure S18 DEPT-135 spectrum of 3 (MeOH-d4; 150 MHz) 
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Figure S19 COSY spectrum of 3 (MeOH-d4; 600 MHz) 
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Figure S20 HSQC spectrum of 3 (MeOH-d4; 600 MHz) 
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Figure S21 HMBC spectrum of 3 (MeOH-d4; 600 MHz) 

  



 

31 

Figure S22 HRESIMS spectrum of 3 

 
 

Figure S23 MS fragmentation spectrum of 3 
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Figure S24 HRESIMS spectrum of testacoside D (4) 
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Figure S25 1H NMR spectrum of 4 (MeOH-d4; 600 MHz) 

  



 

34 

Figure S26 13C NMR spectrum of 4 (MeOH-d4; 150 MHz) 

  



 

35 

Figure S27 COSY spectrum of 4 (MeOH-d4; 600 MHz) 

  



 

36 

Figure S28 HSQC spectrum of 4 (MeOH-d4; 600 MHz) 
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Figure S29 HMBC spectrum of 4 (MeOH-d4; 600 MHz) 
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Figure S30 MS fragmentation spectrum of 4 
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Figure S31 1H NMR spectrum of testacoside A peracetate (5) (CDCl3; 600 MHz) 
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Figure S32 13C NMR spectrum of 5 (CDCl3; 150 MHz) 
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Figure S33 DEPT-135 spectrum of 5 (CDCl3; 150 MHz) 
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Figure S34 COSY spectrum of 5 (CDCl3; 600 MHz) 

  



 

43 

Figure S35 HSQC spectrum of 5 (CDCl3; 600 MHz) 

  



 

44 

Figure S36 HMBC spectrum of 5 (CDCl3; 600 MHz) 

  



 

45 

Figure S37 HRESIMS spectrum of 5 
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Figure S38 1H NMR spectrum of testacoside B peracetate (6) (CDCl3; 600 MHz) 
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Figure S39 13C NMR spectrum of 6 (CDCl3; 150 MHz) 

  



 

48 

Figure S40 DEPT-135 spectrum of 6 (CDCl3; 150 MHz) 

  



 

49 

Figure S41 COSY spectrum of 6 (CDCl3; 600 MHz) 

  



 

50 

Figure S42 HSQC spectrum of 6 (CDCl3; 600 MHz) 

  



 

51 

Figure S43 HMBC spectrum of 6 (CDCl3; 600 MHz) 
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Figure S44 1H NMR spectrum of testacoside C peracetate (7) (CDCl3; 600 MHz) 

  



 

53 

Figure S45 13C NMR spectrum of 7 (CDCl3; 150 MHz) 
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Figure S46 DEPT-135 spectrum of 7 (CDCl3; 150 MHz) 

  



 

55 

Figure S47 COSY spectrum of 7 (CDCl3; 600 MHz) 
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Figure S48 HSQC spectrum of 7 (CDCl3; 600 MHz) 
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Figure S49 HMBC spectrum of 7 (CDCl3; 600 MHz) 
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Figure S50 HRESIMS spectrum of 7 
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Figure S51 1H NMR spectrum of testacoside D peracetate (8) (CDCl3; 600 MHz) 
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Figure S52 13C NMR spectrum of 8 (CDCl3; 150 MHz) 
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Figure S53 DEPT-135 spectrum of 8 (CDCl3; 150 MHz) 
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Figure S54 COSY spectrum of 8 (CDCl3; 600 MHz) 
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Figure S55 HSQC spectrum of 8 (CDCl3; 600 MHz) 
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Figure S56 HMBC spectrum of 8 (CDCl3; 600 MHz) 

 



 

65 

Figure S57. Neighbour-joining tree based on partial 16S rRNA gene sequences (1063 nt) showing 

relationships between isolate J55 Microbacterium testaceum and closely related Microbacterium 

species. Asterisks indicate branches of the tree that were also found using the maximum-parsimony 

and minimum-evolution tree-making algorithms. Numbers at the nodes are percentage bootstrap 

values based on 1,000 resampled datasets. Bar 0.002 substitutions per nucleotide position. 

 

 

 

Comparison of partial 16S rRNA gene sequence of the isolate with corresponding sequences of 

phylogenetically related species with validly published names showed that it formed a branch in 

the Microbacterium 16S rRNA gene tree with the type strain of M. testaceum. A relationship 

supported by all of the tree- making algorithms and a bootstrap value of 70 % can be visualized. 

The 16S rRNA gene similarity between J55 and DSM 20166Torganisms was 99.91%. Isolate J55 

showed 98.40% sequence similarity with the type strain of M. aerolatum. 


