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Figure S1: HRMS in positive mode of 3,16-oxy-guttiferone C 7 
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Single Mass Analysis
Tolerance = 50.0 PPM   /   DBE: min = -1.5, max = 50.0
Element prediction: Off 
Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron Ions
117 formula(e) evaluated with 18 results within limits (up to 50 closest results for each mass)
Elements Used:
C: 1-50    H: 1-60    O: 0-7    23Na: 0-1    32S: 0-1    

m/z
650.0 655.0 660.0 665.0 670.0 675.0 680.0 685.0 690.0 695.0 700.0

%

0

100

LCT Premier
14:33:27

29-Jun-2018
K100132  CH3OH Vc=30V
AUTO 954 P  35 (1.541) Cm (15:35) 1: TOF MS ES+ 

1.24e+006
691.3985

649.4099 689.4448669.4186651.4056 661.3967655.3007 677.4500671.4223 686.9531

692.4021

693.4089
694.4133 699.8823

Minimum:                                    -1.5
Maximum:                  5.0      50.0     50.0

Mass       Calc. Mass     mDa      PPM      DBE      i-FIT      i-FIT (Norm) Formula

691.3985   691.3975       1.0      1.4      15.5     629.2      1.5          C43  H56  O6  23Na 
           691.3974       1.1      1.6      22.5     633.1      5.3          C49  H55  O  32S 
           691.3999       -1.4     -2.0     18.5     630.8      3.1          C45  H55  O6 
           691.4008       -2.3     -3.3     10.5     630.7      2.9          C40  H60  O6  23Na  32S 
           691.3950       3.5      5.1      19.5     632.0      4.2          C47  H56  O  23Na  32S 
           691.4032       -4.7     -6.8     13.5     629.2      1.5          C42  H59  O6  32S 
           691.3916       6.9      10.0     24.5     633.5      5.8          C50  H52  O  23Na 
           691.4127       -14.2    -20.5    19.5     632.2      4.5          C47  H56  O3  23Na 
           691.3821       16.4     23.7     18.5     630.9      3.1          C45  H55  O4  32S 
           691.4151       -16.6    -24.0    22.5     633.4      5.7          C49  H55  O3 
           691.4161       -17.6    -25.5    14.5     630.5      2.7          C44  H60  O3  23Na  32S 
           691.3797       18.8     27.2     15.5     630.0      2.2          C43  H56  O4  23Na  32S 
           691.3787       19.8     28.6     23.5     633.0      5.3          C48  H51  O4 
           691.4185       -20.0    -28.9    17.5     631.7      4.0          C46  H59  O3  32S 
           691.3763       22.2     32.1     20.5     631.7      4.0          C46  H52  O4  23Na 
           691.3669       31.6     45.7     14.5     629.8      2.1          C41  H55  O7  32S 
           691.4313       -32.8    -47.4    18.5     633.1      5.4          C48  H60  23Na  32S 
           691.3644       34.1     49.3     11.5     631.9      4.1          C39  H56  O7  23Na  32S 



S4 

Figure S2: HRMS in negative mode of 1,16-oxy-guttiferone C 8 
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Single Mass Analysis
Tolerance = 50.0 PPM   /   DBE: min = -1.5, max = 50.0
Element prediction: Off 
Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron Ions
86 formula(e) evaluated with 7 results within limits (up to 50 closest results for each mass)
Elements Used:
C: 40-56    H: 1-55    O: 0-9    23Na: 0-1    

m/z
325 350 375 400 425 450 475 500 525 550 575 600 625 650 675 700 725 750 775 800 825

%

0

100

LCT Premier
14:54:01

02-Jul-2018
K100133  CH3OH Vc=30V
AUTO 958 N  A 15 (0.678) Cm (15:30) 1: TOF MS ES- 

5.23e+006
667.3976

325.1833 666.3992529.4706379.1832 501.3098393.1839 585.3654

668.4091

669.4135

670.4188 726.4500 781.4058 803.3901

Minimum:                                    -1.5
Maximum:                  5.0      50.0     50.0

Mass       Calc. Mass     mDa      PPM      DBE      i-FIT      i-FIT (Norm) Formula

667.3976   667.3999       -2.3     -3.4     16.5     665.3      2.3          C43  H55  O6 
           667.3940       3.6      5.4      25.5     664.7      1.7          C50  H51  O 
           667.3916       6.0      9.0      22.5     664.9      1.9          C48  H52  O  23Na 
           667.4151       -17.5    -26.2    20.5     664.8      1.8          C47  H55  O3 
           667.3787       18.9     28.3     21.5     664.9      1.9          C46  H51  O4 
           667.3763       21.3     31.9     18.5     665.3      2.3          C44  H52  O4  23Na 
           667.4304       -32.8    -49.1    24.5     664.8      1.9          C51  H55 
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Table S1.  NMR Spectroscopic Data (1H, 400 MHz) and (13C 100 MHz) in CD3OD for oxyguttiterone C 
7 and 8  

 3,16 oxygutiferone C 7  1,16 oxygutiferone C 8 

position dC, type dH (J in Hz) HMBC  dC, type dH (J in Hz) HMBC 
1 194.5, Cq    178.9, Cq   
2 121.3, Cq    121.0, Cq   
3 176.7, Cq    194.9, Cq   
4   63.3, Cq      73.6, Cq   
5   51.5, Cq      53.7, Cq   
6   53.4, Cq      57.0, Cq   
7   44.8, CH2 2.18 m 1, 6, 8, 9, 24    42.4, CH2 2.44 d (14) 1, 5, 6, 8, 9, 24 
      2.05 dd (14, 7) 1, 6, 8, 24 
8   41.0, CH 1,89 m 5, 7, 24    40.3, CH 1.87 m 7 
9 208.7, Cq    208.4, Cq   
10 173.7, Cq    174.1, Cq   
11 118.2, Cq    118.8, Cq   
12 109.6, CH 7.44 s 10, 13, 14, 16  109.6, CH 7.44 s 10, 13, 14, 16 
13 146.9, Cq    146.5, Cq   
14 151.3, Cq    151.0, Cq   
15 103.9, CH 6.94 s 11, 13, 14, 16  104.1, CH 6.91 s 11, 13, 14, 16 
16 154.7, Cq    154.6, Cq   
17   26.5, CH2 2,89 m 3, 4, 9, 18, 19    26.5, CH2 2.65 t (8) 3, 4, 9, 18, 19 
18 120.3, CH 4.67 m 20 and 21  119.9, CH 4.76 m 20 and 21 
19 135.9, Cq    135.4, Cq   
20   26.1, CH3 1.43 s 18, 19, 21    26.2, CH3 1.56 s 18, 19, 21 
21   18.7, CH3 1.77 s 18, 19, 20    18.7, CH3 1.73 s 18, 19, 20 
22   20.4, CH3 1.28 s 4, 5, 6, 23    20.4, CH3 1.14 s 4, 5, 6, 23 
23   36.5, CH3 1,89 m 5, 6, 40    36.2, CH2 1.39 m 39 
24   30.3, CH2 1,89 m 5, 6, 7    30.4, CH2 1.87 m 7 
25 125.3, CH 4.82 m 27 and 28  125.1, CH2 4.76 m 27 and 28 
26 133.7, Cq    133.8, Cq   
27   26.0, CH3 1.60 s 25, 26, 28    25.9, CH3 1.51 s 25, 26, 28 
28   18.0, CH3 1.33 s 25, 26, 27    18.5, CH3 0.98 s 25, 26, 27 
29   38.8, CH2 2.18 m 1, 7, 8, 9, 30, 31, 34    37.7, CH2 2.30 m 8, 9, 30 
      1.87 m 1, 7, 8, 30, 31, 34 
30   44.1, CH 2.67 h (5) 29, 31, 32, 33, 34    44.7, CH 2.30 m  
31 150.2, Cq    148.1, Cq   
32 114.7, CH2 4.47 s 30 and 33  112.9, CH2 4.16 s 30 and 33 
  4.38 m 30 and 33   4.09 m 30 and 33 
33   17.9, CH3 1.57 s 30, 31, 32    17.9, CH3 1.59 s 30, 31, 32 
34   32.5, CH2 1.38 s     32.9, CH2 1.63  m  
35   36.8, CH2 1.89  m 34, 36, 37, 38    36.3, CH2 1.87 m 34, 36, 37, 38 
36 149.5, Cq    147.0, Cq   
37 110.4, CH2 4.64 m 35 and 38  110.7, CH2 4.58 s 35 and 38 
  4.61 s 35 and 38   4.61 s 35 and 38 
38   22.6, CH3 1.67 s 35 and 37    22.6, CH3 1.67 s 35, 36, 37 
39   24.1, CH2 1.89  m 5, 40, 41    24.2, CH2 1.87 m 40 
40 125.0, CH 5.10 t 42 and 43  124.8, CH 5.11 t (7) 42 and 43 
41 133.0, Cq    132.9, Cq   
42   25.9, CH3 1.69 s 40, 41, 43    25.7, CH3 1.70 s 40, 41, 43 
43   17.8, CH3 1.60 s 40, 41, 42    17.7, CH3 1.61 s 40, 41, 42 
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Figure S3: 1H NMR  spectrum  (400MHz, CD3OD) of guttiferone C 6 
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Figure S4: 1H NMR  spectrum  (400MHz, CD3OD) of 3,16-oxyguttiferone C 7  
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Figure S5: 13C NMR  spectrum (100MHz, CD3OD) of 3,16-oxyguttiferone C  7  
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Figure S6: HSQC spectrum of 3,16-oxyguttiferone C 7 (CD3OD)  
 
 

 
 

 
 



Figure S7: HMBC spectrum of 3,16-oxyguttiferone C 7 (CD3OD)                              S10 
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Figure S8: 1H NMR spectrum (400MHz, CD3OD) of 1,16-oxyguttiferone C 8  
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Figure S9: 13C NMR spectrum (100MHz, CD3OD) of 1,16-oxyguttiferone C 8  
 

 
 

 
 



S13 
 
 

Figure S10: HSQC spectrum of 1,16-oxyguttiferone C 8 (CD3OD) 
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Figure S11: HMBC spectrum of 1,16-oxyguttiferone C 8 (CD3OD) 
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Figure S12: HPLC/UV chromatograms of Bipolaris cactivora biotransformations after three 
days incubation time. A: guttiferone A in bioreactor, B: guttiferone C in bioreactor and C: 
mixture of guttiferone A and C in flask. 


