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Figure S1. Activities of aranciamycins on MCF7 cell line. 1 – aranciamycin D; 2 – arancia-
mycin B; 3 – aranciamycin C; aranciamycinone. 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
Figure S2. Activities of aranciamycins on Matu cell line. 1 – aranciamycin D; 2 – arancia-
mycin B; 3 – aranciamycin C; aranciamycinone. 
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aranciamycin A 

Molecular formula: C26H28O10 
Monoisotopic mass: 500.1682 

 
in [D6]DMSO, T = 305K  

Position δ  1H  δ13C  COSY HMBC 
C-1 7.66 d, 1H 7.7 Hz 118.9 d 7.75; (7.33) 181.4; 124.6; 116.1 
C-2 7.75 dd, 1H, 8.2, 7.7 Hz  137.0 d 7.66; 7.33 161.6; 133.4; (124.6; 116.1) 
C-3 7.33 d, 1H, 8.2 Hz  124.6 d 7.75; (7.66) 191.4; 161.6; 118.9; 116.1 
C-4  161.6 s   
C-4-OH 12.5 br. s, 1H    
C-4a  116.1 s   
C=O-5  191.4 s   
C-5a  113.6 s   
C-6  162.0 s   
C-6-OH 12.5 br. s, 1H    
C-6a  131.4* s   
C-7 4.92 dd, 1H, 5.6, 5.1 Hz  72.5 d 2.11; 1.97 162.0; 146.7; 131.4; 100.1; 

67.3; 43.1 
C-8 2.11 dd, 1H, 13.8, 6.1 Hz 

1.97 dd, 1H, 13.8, 5.1 Hz  
43.1 t 4.92; 1.97 

4.92; 2.11 
131.4; 72.5; 67.3; 44.4; 28.4 
131.4; 72.5; 67.3; 44.4; 28.4 

C-9  67.3 s   
C-9-OH 4.69 br. s, 1H   67.3; 44.4; (28.4) 
9-CH3 1.27 s, 3H 28.4 q  (146.7); 67.3; 44.4 
C-10 2.94 d, 1H, 16.4 Hz 

2.75 d, 1H, 16.4 Hz 
44.4 t 2.75 

2.94 
146.7; 131.4; 67.3; 43.1; 
28.4 
146.7; 131.4; 67.3; 43.1; 
28.4 

C-10a  146.7 s   
C-11 7.39 s, 1H 119.6 d  181.4; 162.0; 131.8 / 131.4; 

113.6; 72.5; 44.4 
C-11a  131.8* s   
C=O-12  181.4 s   
C-12a  133.4 s   
C-1’ 5.20 s, 1H 100.1 d (3.25) 80.8; 72.5; 69.3 
C-2’ 3.25 (HMBC, peak hidden 

underneath H2O peak) 
80.8 d 5.20 72.0; 58.4 

2`-O-CH3 3.39 s, 3H 58.4 q   
C-3’ 3.37 m, 1H 70.4 d 4.51; 3.17 80.8 
C-3’-OH 4.51 br. d, 1H, 5.1 Hz  3.37  
C-4’ 3.17 m, 1H  72.0 d 4.76; 3.57; 

3.37 
80.8; 70.4; 69.3; 17.8 

C-4’-OH 4.76 br. d, 1H, 5.1 Hz  3.17 70.4; 69.3 
C-5’ 3.57 dq, 1H, 9.2, 6.1 Hz  69.3 d 3.17 ; 1.17 72.0 ; (100.1) 
5’-CH3 1.17 d, 3H, 6.1 Hz  17.8 q 3.57 72.0 ; 69.3 ;  

*Positions interchangeable 
 



 
 

aranciamycin A, 1H NMR 

 
 

aranciamycin A, 13C NMR 
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aranciamycin B 

Molecular formula: C25H26O8 
Monoisotopic mass: 454.1628 

 
in [D6]DMSO, T = 305K 

Position δ  1H  δ13C  COSY HMBC 
C-1 7.70 dd, 1H, 7.9, 1.1 Hz  119.20 d 7.80 191.83; 181.11; 124.20; 

115.92   
C-2 7.80 dd, 1H, 7.9, 7.9 Hz  137.23 d 7.70; 7.37 161.14; 133.27 
C-3 7.37 dd, 1H, 7.9, 1.1 Hz  124.28 d 7.80 161.01; 133.72; 119.45; 

116.28  
C-4  161.22 s   
C-4-OH 11.89 s, 1H    
C-4a  115.86 s   
C=O-5  191.95 s   
C-5a  113.33 s   
C-6  161.35 s   
C-6-OH 12.59 s, 1H    
C-6a  131.85 s   
C-7 4.93 t, 1H, 5.8 Hz 71.05 d 2.14; 1.99 161.78; 147.60; 131.92; 

99.68; 67.67; 42.96 
C-8 2.14 dd, 1H, 14.2, 6.3 Hz 

1.99  dd, 1H, 14.2, 6.3 Hz  
42.95 t 4.95;  1.99 

4.95; 2.14 
131.70; 70.98; 67.73; 
44.35; 28.76 

C-9  67.40 s   
C-9-OH 4.66 s, 1H    
CH3-9 1.30 s, 3H 28.72 q  67.32; 43.96; 148.0 
C-10 2.97 d, 1H, 16.8 Hz 

2.77 d, 1H, 16.8 Hz 
44.42 t 2.77  

2.97 
146.95; 132.13; 120.09; 
67.67; 42.75; 28.35 

C-10a  147.16 s   
C-11 7.44 s, 1H 120.0 d  191.83; 181.25; 146.89; 

131.83; 113.43; 44.31;  
C-11a  n.d.   
C=O-12  181.16 s   
C-12a  133.30 s   
C-1’ 5.16 d, 1H, 3.2 Hz  99.49 d 3.43; 1.93 70.99; 66.80; 25.77 
C-2’e 
C-2’a 

1.93 m, 1H 
1.36  m, 1H 

23.29 t 5.16; 1.74; 
1.51 
5.16; 1.93 

99.85; 65.30; 25.68 
99.45; 65.52; 25.,77 

C-3’e 
C-3’a 

1.74 m, 1H  
1.51 m, 1H 

25.65 t 3.43; 1.93; 
1.51 
3.43; 1.74 

99.47; 23.19 
99.68; 66.16 

C-4’ 3.42  m, 1H 65.31 d 4.43; 1.74; 
1.51 

23.62 

C-4’-OH 4.43 d, 1H, 4.7 Hz   3.42  
C-5’ 3.93 q, 1H, 6.3 Hz  66.83 d 1.12 99.90; 65.52; 17.60 
CH3-5’ 1.10  d, 3H, 6.3 Hz 17.26 q 3.95 66.87; 65.54 



 
 

aranciamycin B, 1H NMR 

 
 

aranciamycin B, 13C NMR 
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aranciamycin C 

Molecular formula: C26H28O9 
Monoisotopic mass: 484.1733 

 
In [D6]DMSO 

Position δ 1H (ppm) δ13C (ppm) COSY HMBC 
C-1 7.59 d, 1H, 7.6 Hz  117.9 d 7.67 116.5; 125.3; 181.9 
C-2 7.67 dd, 1H, 8.0, 7.6 Hz  135.8 d 7.25; 7.59 132.1; 162.9 
C-3 7.25 d (br), 1H, 8.0 Hz 125.3 d 7.67 116.5; 117.9 
C-4 - 162.9 s   
C-4a - 116.5 s   
C-5 -   n. d.    
C-5a - 113.8 s   
C-6 - 163.1 s   
C-6a - 133.5 s   
C-7 4.86 dd, 1H, 6.0, 4.6 Hz  72.4 d 1.99; 2.11 43.2; 67.3; 100.2; 

133.5; 145.7 
C-8 2.11 dd, 1H, 13.8 Hz, 6.0 Hz  

1.99 dd, 1H, 13.8 Hz, 4.6 Hz  
43.2 t 1.99; 4.86 

2.11; 4.86 
133.5 
28.7; 44.4; 67.3; 
72.4;  

C-9 - 67.3 s   
C-9-CH3 1.27 s, 3H 28.7 q - 43.2; 44.4; 67.3 
C-10 2.72 d, 1H, 16.1 Hz 

2.88 d (br), 1H, 16.1 Hz 
44.4 t 2.88 

2.72 
28.7; 43.2; 67.3; 
118.0; 133.5; 145.7 

C-10a - 145.7 s   
C-11 7.25 s, 1H 118.0 d - 44.4; 133.5; 181.9 
C-11a - 124.9 s   
C-12 - 181.9 s   
C-12a - 132.1 s   
C-1’ 5.36 d (br), 1H, 3.8 Hz 100.2 d 1.84 63.1; 69.2; 73.4 
C-2’ 1.84 m, 1H  

1.49 m, 1H, , 
35.9 t 1.49; 5.36 

1.84; (5.36) 
 
27.0; 69.2; 100.2 

C-3’ - 69.2 s   
C-3’-CH3 1.03 s, 3H 27.0 q - 35.9: 69.2; 73.4; 

100.2 
C-4’ 2.89 m, 1H 73.4 d 4.34 35.9; 63.1; 100.2 
C-5’ 4.34 q, 1H, 6.2 Hz  63.1 d 1.16; (2.89) 17.3; 73.4; 100.2 
C-5’-CH3 1.16 d, 1H, 6.2 Hz  17.3 q 4.34 73.4; 63.1 
OH 4.60, 8.35, 2H    

 
 

 



 
 

aranciamycin C, 1H NMR 

 
 

aranciamycin C, 13C NMR 
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aranciamycin D 

 
Molecular formula: C25H26O8 

Monoisotopic mass: 454.1628 
 

in [D6]DMSO, T = 305K  

Position δ  1H  δ13C  COSY HMBC 
C-1 7.70 d, 1H 7.6, 1.0 Hz  119.14 d 7.80 181.52; 124.36; 115.99 
C-2 7.80 dd, 1H, 8.6, 7.6 Hz  137.21 d 7.70; 7.37 161.75; 133.60 
C-3 7.37 d, 1H, 8.6, 1.0 Hz  124.36 d 7.80 119.40; 115.53 
C-4  161.41 s   
C-4-OH 12.25 s, 1H    
C-4a  115.90 s   
C=O-5  191.88 s   
C-5a  113.44 s   
C-6  161.32 s   
C-6-OH 12.25 s, 1H    
C-6a  131.49* s   
C-7 4.99 dd, 1H, 6.0, 5.0 Hz 71.59 d 2.17; 2.08 161.22; 147.41; 131.56; 

103.55; 67.72; 43.83 
C-8 2.17 dd, 1H, 13.6, 6.0 Hz 

2.08 dd, 1H, 13.6, 5.0 Hz  
43.77 t 2.08 

2.17 
131.41; 71.62; 67.78; 
44.37; 29.38 

C-9  67.61 s   
C-9-OH 4.55 s, 1H   67.72; 44.03; 29.21 
CH3-9 1.26 s, 3H 29.24 q  67.57; 44.81; 43.18 
C-10 2.94 d, 1H, 16.6 Hz 

2.76 d, 1H, 16.6 Hz 
44.32 t 2.76 

2.94 
147.51; 131.84; 120.29; 
67.69; 43.77; 29.13 

C-10a  147.46 s   
C-11 7.43 s, 1H 119.93 d 2.94; 2.76 191.83; 181.52; 131.67; 

113.41; 44.22 
C-11a  131.61* s   
C=O-12  181.25 s   
C-12a  133.32 s   
C-1’ 4.82 dd, 1H, 9.1, 2.0 Hz  103.44 d 1.75; 1.34 71.63; 30.85 
C-2’e 
C-2’a 

1.75 m, 1H  
1.34 m, 1H 

30.60 t 1.34 
1.75 

103.62; 70.16; 30.85 
103.62; 67.60; 31.03 

C-3’e 
C-3’a 

1.86 m, 1H 
1.40 m, 1H 

31.11 t 1.40 
1.86; 2.99 

103.74; 75.59; 70.0; 30.68 
70.0; 30.47 

C-4’a 2.99 m, 1H  70.14 d 1.40; 1.86; 
3.25; 4.72 

147.66; 67.41; 18.63 

C-4’-OH 4.72 d, 1H, 5.0 Hz    75.91; 70.0; 31.09 
C-5’a 3.25 m, 1H, 9.2, 6.0 Hz 75.49 d 2.99; 1.22 103.52; 70.22; 31.11; 

18.65 
CH3-5’e 1.22 d, 3H, 6.0 Hz 18.43 q 3.25 75.85; 69.59 

*Positions interchangeable 



 
 

aranciamycin D, 1H NMR 

 
 

aranciamycin C, 13C NMR 
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demethoxyaranciamycinone 

 
Molecular formula: C19H16O6 

Monoisotopic mass: 340.0974 
 

in [D6]DMSO, T = 305K 

Position δ 1H  δ 13C  COSY HMBC 
C-1  161.32 s   
C-1-OH 11.7-12.7 s, 1H    
C-2 7.36 d, 1H, 7.2 Hz  124.18 d 7.78 119.08; 116.39 
C-3 7.78 dd, 1H, 8.27.2 Hz 136.80 d 7.70; 7.36 161.40; 133.58 
C-4 7.70 d, 1H, 8.2 Hz  118.89 d 7.78 181.63; 124.32; 116.39 
C-4a  133.38 s   
C=O-5  181.51 s   
C-5a  131.40 s   
C-6 7.38 s, 1H 119.21 d  181.97; 134.59; 113.83; 

44.57 
C-6a  146.27 s   
C-7 2.92 d, 1H, 17.4 Hz 

2.75 d, 1H, 17.4 Hz 
44.16* t 2.75 

2.92 
146.40; 135.01; 119.54; 
68.19; 44.34; 29.94 

C-8  67.71 s   
C-8-OH 4.50 s, 1H   67.75; 44.23 
CH3-8 1.28 s, 3H 29.61 q  67.61; 44.10 
C-9 2.09 m, 1H 

 
1.77 dd, 1H, 13.3, 6.7 Hz  

44.25* t 1.77 
2.09 

134.80; 67.97; 62.60; 
44.12; 29.51 
134.80; 67.97; 62.60; 
44.12 

C-10 5.08 d, 1H, 6.7, 6.1 Hz  62.71 d 2.09; 1.77 146.19; 134.98; 68.03; 
44.14 

C-10-OH n.d.    
C-10a  134.80 s   
C-11  n.d.   
C-11-OH 11.7-12.7 s, 1H    
C-11a  113.58 s   
C=O-12  n.d.   
C-12a  116.34 s   
* positions interchangeable. 
 



 
 

demethoxyaranciamycinone, 1H NMR 

 
 

demethoxyaranciamycinone, 13C NMR 
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Demethoxy_aranciamycinone_CBS000020 2: Diode Array 
Range: 1.2583.55

Aranciamycin A_CBS000033 2: Diode Array 
Range: 1.0373.52

Aranciamycin B_CBS000010 2: Diode Array 
Range: 2.8574.08

Aranciamycin C_CBS000016 2: Diode Array 
Range: 2.0213.84

Arancimaycin D_CBS000006_neg 2: Diode Array 
Range: 3.7154.12

 
 
BPI UV-chromatograms [200 – 795 nm, 1.5 – 6.0 min., BPI], Demethoxyaranciamy-cinone, Aranciamycins A – D  
(BPI: base peak intensity) 
 
Demethoxyaranciamycinone tR = 3.55 min  

Aranciamycin A tR = 3.52 min Aranciamycin B tR =  4.08 min 

Aranciamycin C tR = 3.84 min Aranciamycin D tR =  4.12 min 
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Demethoxy_aranciamycinone_CBS000020 102 (3.717) 1: TOF MS ES- 
1.45e3339.1028

337.3985303.0419
340.1064

429.1649351.8469 397.1086 469.2019 479.0968 501.2017

Aranciamycin A_CBS000033 104 (3.690) 1: TOF MS ES- 
5.08e3499.2506

321.0959
317.3052 322.0990 419.3533337.0995

373.3844
353.2375

397.2875 469.2303433.3344
441.2884 497.7278

500.2600

501.2628513.2523 541.2710

Aranciamycin B_CBS000010 119 (4.342) 1: TOF MS ES- 
6.86e3453.2334

321.1368

309.2339 322.1414 338.1449 452.7754353.2658
397.2926381.2973 419.4076 425.3150

454.2438

455.2520
511.2230

467.2546 483.2531
538.2524

Aranciamycin C_CBS000016 118 (4.279) 1: TOF MS ES- 
817483.1329

321.0376

320.9605 482.9954322.0511 337.0443 467.1240351.0379
371.0945 389.0179

395.0468
433.0323

497.1143

484.1505 498.1205

499.1337513.1249 526.1014538.1697

Arancimaycin D_CBS000006_neg 125 (4.562) 1: TOF MS ES- 
7.10e3453.1816

321.1020

303.0884
322.1096

339.1124 451.5292353.1108 437.2408367.0491
387.3034

397.0809

454.1938

455.2001
483.2026 519.1761499.2027 538.1735

 
 
ESI- MS-spectra for the corresponding, respective UV-chromatogram peaks [m/z 300-550] Demethoxyaranciamycinone, Arancia-
mycins A – D  

Demethoxyaranciamycinone M = 340.0974 (C19H16O6) 

Aranciamycin A M = 500.1682 (C26H28O10)  Aranciamycin B M = 454.1628 (C25H26O8) 

Aranciamycin C M = 484.1733 (C26H28O9)  Aranciamycin D M = 454.1628 (C25H26O8)  


