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S1. HR-ESI-MS spectrum of compound 1 
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S2. UV spectrum of compound 1 
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S3. IR spectrum of compound 1 

 

 

S4. 1H NMR spectrum of compound 1 in CD3OD 

 



6 
 

 

 

S5. 13C NMR spectrum of compound 1 in CD3OD 

 

 

S6. HSQC spectrum of compound 1 in CD3OD 
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S7. HMBC spectrum of compound 1 in CD3OD 

 

S8. 1H-1H COSY spectrum of compound 1 in CD3OD  
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Compound 
Cytotoxic activity, IC50 (μM) 

A549 MDA-MB-231 MCF7 KB KB-VIN 

Kalshiolin A 38.84±2.41 33.99±0.63 33.61±1.56 35.91±1.01 43.29±1.09 

Paclitaxel (nM) 6.38±0.21 9.21±0.29 14.50±0.13 6.44±0.14 2338.59±68.14 

 

S11. Cytotoxicity data of compound 1 

S12  Computational details of 1 

A conformation search based on molecular mechanics with MMFF94S force fields was 

performed for 1 , which gave five stable conformers.1,2 Two selected conformers with distributions 

higher than 5% were further optimized by density functional theory method at the B3LYP/6-31G(d,p) 

level in Gaussian 09 program package,3 leading to two minimum geometries, which were further 

checked by frequency calculation and resulted in no imaginary frequencies. The ECD was calculated 

using TDDFT-B3LYP/6-31G(d,p) of theory on B3LYP/6-311G(2d,p) optimized geometry. The 

calculated ECD curve and weighted ECD were generated using SpecDis 1.64 with σ = 0.2 ev, 

and UV shift 3 nm.4 

Four optimized conformers of 1 

  

12.25 %                                   37.14 % 
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23.26 %                                         27.24 % 
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