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Figure S1. Proposed Mechanisms for the obtention of phenols 13 (A) and 14 (B) from 

dienone 12. 
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Compound  Simplified analogue 

  

  

  

 
 

  

 
 

 

 

Table S1. Pterolobirin H (3), its intermediates from our previous report 1 and the 

simplified analogues. 
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Figure S2. NO release-inhibitory effects IC50 NO (μg/mL) concentrations for DCF, 

simplified analogues (10-16), and correspondent cassane diterpenoids (10 cas -16 cas/ 

pterolobirin H (3)). The data represent the mean ± SD of at least two independent 

experiments performed in triplicate. 
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Simplified analogue IC50NO (μg/mL) Cassane skeleton  IC50NO 

(μg/mL) 
10 20.37 ± 0.01 10 Cas. 10.71 ± 1.14 

11 20.34 ± 0.30 11 Cas. 7.98 ± 0.10 

12 19.44 ± 0.12 12 Cas. 5.71 ± 0.14 

13 27.60 ± 0.13 13 Cas. 31.37 ± 4.90 

14 11.18 ± 0.09 14 Cas. 4.74 ± 1.27 

15 0.62 ± 8.21 15 Cas. 27.57 ± 0.20 

16 7.49 ± 0.15 16 Cas. 
(pterolobirin H (3)) 

17.57 ± 0.31 

 
Table S2. The IC50 NO values of cassanes 10 cas–16 cas, and their simplified 

analogues 10–16. 
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Figure S3. Top: Percentages of B16-F10 skin-melanoma cells in each cell-cycle phase, 

after 72 h treatment with compound 15, at IC50 and IC80 concentrations. G0/G1 phase 

(Blue), S phase (pink), and G2/M phase (peach). Control (untreated cells); samples (cells 

treated with compounds 15). Values represent means ± S. D. of at least three independent 

experiments performed in duplicate.  
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Figure S4. Poses of cognate YWO ligand on 4UX6 crystal structure (blue) and 

redocked (green). 

 

.
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Infrared spectra of Compounds 10, 12, 13, 14, 15, and 16 
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HRMS spectra of compounds 12,13, 14, 15, and 16 
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