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S3. 13C NMR (125 MHz, CDCl3) of 2 
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S4. gCOSY (600 MHz, CDCl3) of 2 
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S8. 1H NMR (600 MHz, CDCl3) of 3 & 4 
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S10. gCOSY (600 MHz, CDCl3) of 3 & 4 
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S11. gHSQC (600 MHz, CDCl3) of 3 & 4 
 

8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5

F2 Chemical Shift (ppm)

20

40

60

80

100

120

F
1
 C

h
e
m

ic
a
l 
S

h
if
t 
(p

p
m

)

S11 



S12. gHMBC (600 MHz, CDCl3) of 3 & 4 
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S13. ROESY (600 MHz, CDCl3) of 3 & 4 
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S15. 1H NMR (600 MHz, CDCl3) of 5 
 

TPW1-88-6_1H
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S17. gCOSY (600 MHz, CDCl3) of 5 
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S19. gHMBC  (600 MHz, CDCl3) of 5 
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S20. HRMS of 5 
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S21. 1H NMR (600 MHz, CDCl3) of 6 

TPW1-92-11_1H
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S22. 13C NMR (125 MHz, CDCl3) of 6 
 

thiocoraline.007.esp

180 160 140 120 100 80 60 40 20

Chemical Shift (ppm)

0.001

0.002

0.003

0.004

0.005

0.006

0.007

0.008

N
o
rm

a
li
z
e
d
 I
n
te

n
s
it
y

S22 



S23. gCOSY (600 MHz, CDCl3) of 6 
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S24. gHSQC (600 MHz, CDCl3) of 6 
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S25. gHMBC (600 MHz, CDCl3) of 6 
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S26.  HRMS of 6 
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22-Deoxythiocoraline 

S27.  Cytotoxicity Data 
 

Thiochondrilline A & B 

Thiochondrilline C 

6 

Thiocoraline 

S27 



S28.  Ab initio calculations 
 

Thiochondrilline A 

 

  13C data 1H data Both 

R 78.00% 100 100 

S 22.00% 0 0 

Using the DP4 Probability Method 

S28 

Thiochondrilline A R (C-2) S (C-2) Cis-trans R (C-2) 

  Observed Observed Calc Calc Calc Calc Calc Calc 

Position 1H 13C 1H 13C 1H 13C 1H \3C 

1   169.8   172.4   167.0   169.7 

2 5.11 56.4 5.71 55.6 3.27 62.8 3.37 67.8 

3   169.7   170.9   170.7   173.5 

4 5.62 52.1 5.40 52.4 5.35 51.9 4.41 56.2 

5   167.9   170.4   171.0   167.8 

6 4.16 41.5 3.21 42.0 3.25 42.6 4.05 45.9 

  4.20   5.03   4.77   4.14   

7-NH 7.27   7.59   7.40   8.36   

8   169.4   170.3 170.30     167.5 

9 4.84 52.1 4.67 50.9 4.60 51.2 3.65 57.2 

10-NH 9.09   8.41   8.47   8.73   

11   169.2   170.3   170.3   162.0 

12 3.08 32.6 3.23 38.4 3.51 37.4 4.12 45.0 

  2.88   2.61   2.45   2.45   

13 2.10 15.2 1.97 19.1 2.10 23.2 1.87 20.4 

14 2.93 32.5 2.72 30.3 2.80 35.3 3.28 39.7 

15 2.91 33.2 3.02 39.5 3.07 39.3 3.13 40.5 

  2.83   2.27   2.24   2.54   

16 2.87 29.1 2.67 29.5 2.74 30.2 3.50 27.5 

17 3.08 36.2 3.12 39.0 3.18 38.6 3.02 45.5 

  3.04   2.96   2.88   2.87   

18 3.72 52.7 3.67 52.2   54.0 3.73 52.3 

19 2.08 15.6 1.48 19.0 1.53 18.7 1.98 20.6 

20 2.23 15.9 1.48 19.0 1.92 18.0 1.91 22.0 

21   134.0   137.6   137.9   143.7 

22   153.5   158.6   158.2   154.0 

22-OH 11.55   12.57   12.53   4.22   

23 7.64 120.5 7.47 122.6 7.40 122.2 6.89 120.9 

24   132.1   135.0   134.8   133.1 

25 7.70 126.1 7.75 128.8 7.73 128.7 7.65 127.2 

26 7.52 128.7 7.66 130.9 7.57 131.0 7.65 130.4 

27 7.54 127.3 7.67 128.4 7.67 128.5 7.70 128.4 

28 8.01 129.7 8.09 132.8 8.10 132.8 8.11 132.6 

29   141.4   142.5   142.5   142.8 

  13C data 1H data Both 

R 100% 100 100 

Cis-

trans S 0% 0 0 



Thiochondrilline B R (C-2) S (C-2) Cis-Cis R (C-2) 

  Observed Observed Calc Calc Calc Calc Calc Calc 

Position 1H 13C 1H 13C 1H 13C 1H 13C 

1   169.8   170.8   166.8   170.1 

2 4.76 58.8 6.04 62.3 3.91 64.4 4.30 61.2 

3   169.6   169.2   172.4   171.2 

4 5.63 51.7 5.62 53.2 5.92 53.0 3.92 56.7 

5   167.9   168.3   170.0   165.5 

6 4.06 41.3 3.61 44.6 3.77 45.0 3.39 43.3 

  4.12   4.04   3.92   3.77   

7-NH 7.20   8.00   7.48   8.03   

8   169.4   167.7   166.5   169.2 

9 4.81 52.2 4.63 50.8 4.66 50.7 4.89 53.0 

10-NH 9.07   8.27   8.38   8.41   

11   169.2   169.5   168.7   161.1 

12 2.84 33.3 2.59 40.5 2.59 39.0 2.85 40.5 

  2.99 3.14   3.31   3.05   

13 2.05 15.4 2.39 20.4 2.69 24.4 1.95 26.3 

14 2.78 29.3 2.71 33.0 2.93 36.1 3.02 26.3 

15 2.91 33.2 3.28 40.7 3.21 43.9 3.12 40.9 

  2.83   2.50   3.00   2.73   

16 2.80 29.0 2.94 28.4 2.77 28.4 3.50 27.9 

17 3.08 36.2 3.06 39.1 3.30 38.7 3.39 41.0 

  3.03   2.95   2.79   2.52   

18 3.71 52.7 3.76 52.2 3.71 54.6 3.67 54.3 

19 2.14 15.8 1.79 20.1 1.78 20.6 1.96 20.3 

20 2.22 15.9 1.99 18.0 1.90 20.6 1.92 20.7 

21   134.0   137.2   137.5   142.5 

22   153.5   158.5   158.6   153.8 

22-OH 11.53   12.68   12.70   4.32   

23 7.64 120.5 7.45 122.8 7.42 122.5 6.94 121.2 

24   132.1   135.1   135.0   133.3 

25 7.70 126.1 7.76 128.9 7.74 128.8 7.69 127.4 

26 7.52 128.7 7.66 131.0 7.64 130.6 7.69 130.6 

27 7.54 127.3 7.65 128.5 7.64 128.1 7.72 128.7 

28 8.01 129.7 8.07 132.7 8.09 132.8 8.13 133.0 

29   141.4   142.5   142.4   137.2 

S29.  Ab initio calculations 
 

Thiochondrilline B 

 

  1H and 13C 13C only 

R 99.90% 100% 

S 0.10% 0% 

Using the DP4 Probability Method 

  1H and 13C 13C only 

R 100% 100% 

Cis-Cis R 0% 0% 

S29 



S30.  Ab initio calculations 
 

Thiochondrilline C 

 

Thiochondrilline C R S SH-trans-R SH-trans-S 

Position Observed Observed Calc Calc Calc Calc Calc Calc Calc Calc 

  1H 13C 1H 13C 1H 13C 1H 13C 1H 13C 

1   170.1   174.4   170.2   172.2   166.8 

2 5.04 58.0 4.17 64.4 5.31 61.0 5.68 55.7 3.28 62.8 

3   169.0   172.5   166.5   170.4   170.5 

4 5.13 58.1 4.33 60.5 4.68 55.7 5.34 56.3 5.28 56.1 

5   168.8   171.3   165.6   170.5   171.3 

6 5.20 44.6 4.59 45.1 5.32 46.2 5.02 42.1 4.95 42.2 

  3.79   3.49   3.49   3.25   3.20   

7-NH 7.01   4.46   5.07   7.63   7.53   

8   169.2   169.5   169.3   169.2   169.5 

9 4.80 54.4 4.47 55.5 4.61 56.4 4.31 57.4 4.30 63.4 

10-NH 8.86   9.39   9.13   8.49   8.48   

11   168.1   166.0   168.8   170.2   170.3 

12 2.92 33.9 3.46 42.0 2.68 41.8 2.60 38.4 2.43 37.5 

  3.12   3.76   3.05   2.66   3.51   

13 2.12 15.9 1.94 18.1 2.47 23.0 1.97 19.0 2.07 22.9 

14 3.20 33.2 3.13 39.8 3.19 38.6 2.72 30.3 2.83 35.2 

15 4.00 43.2 3.65 41.6 3.48 42.8 2.83 32.3 2.87 32.3 

  2.70   2.23   2.25   2.60   2.54   

16 2.86 30.7 2.75 32.8 2.80 31.1 2.74 34.8 2.80 29.9 

17 3.66 43.6 4.33 46.4 4.30 47.2 3.23 32.0 3.18 31.8 

  3.13   1.80   1.94   1.91   2.92   

18 3.75 52.9 3.67 51.3 4.20 55.3 1.97 52.2 3.50 54.1 

21   134.0   139.4   136.8   137.4   137.6 

22   153.7   153.7 158.4   158.5   158.4 

22-OH 11.31   10.20   12.21   12.50   12.52   

23 7.64 120.9 7.59 126.9 7.50 123.0 7.48 122.7 7.45 122.5 

24   132.4   129.2   135.0   135.1   135.0 

25 7.70 126.6 7.80 128.9 7.79 129.0 7.78 128.9 7.75 128.7 

26 7.54 129.1 7.70 130.1 7.69 131.4 7.68 131.0 7.67 131.0 

27 7.56 127.7 7.80 128.8 7.73 128.9 7.69 128.6 7.70 128.6 

28 7.97 129.8 8.22 131.3 8.18 132.9 8.10 132.8 8.12 132.9 

29   141.7   138.7   142.8   142.6   142.5 

  13C data 

R 97.50% 

SH-R 2.50% 

Using the DP4 Probability Method 

S30 



S31 

S31.  Molecular Modeling 
 

Thiochondrilline A Thiochondrilline B Thiochondrilline C 


