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1. Crystal data of 4m and 4k’ 

 
Figure S1 X-ray crystal structure of 4m. The thermal ellipsoids are drawn at a 50% probability level. 

Single crystals suitable for XRD were obtained by vapor diffusion experiment: compound 4m 

(5S,8R,9R,10S, 50 mg,) was dissolved in 0.5 mL dichloromethane and 1.0 mL methanol in a glass 

vial, which was then placed in sealed glass container. Crystals were obtained in about 4-5 days. 

 

Identification code lq-18012702-139k 

Empirical formula C29H36N2O4Si 

Formula weight 504.69 

Temperature/K 139.1(2) 

Crystal system orthorhombic 

Space group P212121 

a/Å 8.96693(9) 

b/Å 16.8380(2) 

c/Å 18.4036(3) 

α/° 90 

β/° 90 

γ/° 90 

Volume/Å3 2778.68(6) 

Z 4 

ρcalcg/cm3 1.206 

μ/mm-1 1.031 

F(000) 1080.0 

Crystal size/mm3 0.6 × 0.4 × 0.25 

Radiation CuKα (λ = 1.54184) 

2Θ range for data collection/° 7.116 to 145.916 

Index ranges -8 ≤ h ≤ 11, -19 ≤ k ≤ 20, -21 ≤ l ≤ 22 

Reflections collected 12506 

Independent reflections 5418 [Rint = 0.0368, Rsigma = 0.0471] 

Data/restraints/parameters 5418/0/332 
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Goodness-of-fit on F2 1.054 

Final R indexes [I>=2σ (I)] R1 = 0.0552, wR2 = 0.1337 

Final R indexes [all data] R1 = 0.0582, wR2 = 0.1371 

Largest diff. peak/hole / e Å-3 0.43/-0.42 

Flack parameter -0.007(19) 
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Figure S2 X-ray crystal structure of 4k’. The thermal ellipsoids are drawn at a 50% probability level. 

Single crystals suitable for XRD were obtained by vapor diffusion experiment: compound 4k’ (50 

mg) was dissolved in 2.0 mL methanol in a glass vial, which was then placed in sealed glass container. 

Crystals were obtained in about 5-6 days. 

 

Identification code exp_10192 

Empirical formula C28H33FN2O4Si 

Formula weight 508.65 

Temperature/K 293(2) 

Crystal system N/A 

Space group P21/c 

a/Å 18.8993(18) 

b/Å 14.9288(11) 

c/Å 9.7511(8) 

α/° 90.00 

β/° 97.082(9) 

γ/° 90.00 

Volume/Å3 2730.2(4) 

Z 4 

ρcalcg/cm3 1.237 

μ/mm-1 1.109 

F(000) 1080.0 

Crystal size/mm3 0.08 × 0.08 × 0.07 

Radiation CuKα (λ = 1.54184) 

2Θ range for data collection/° 7.56 to 134.5 

Index ranges -22 ≤ h ≤ 18, -13 ≤ k ≤ 17, -9 ≤ l ≤ 11 

Reflections collected 9790 

Independent reflections 4891 [Rint = 0.0609, Rsigma = N/A] 

Data/restraints/parameters 4891/2/331 

Goodness-of-fit on F2 1.215 
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Final R indexes [I>=2σ (I)] R1 = 0.0860, wR2 = 0.1880 

Final R indexes [all data] R1 = 0.1485, wR2 = 0.2256 

Largest diff. peak/hole / e Å-3 1.10/-0.32 
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2. NMR spectra and HPLC chromatograms 
 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 

S7 

 

 

 

 

 

 

 

 

 

 
 

 

 

 

 

 

 

 

 

 



 

S8 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 

S9 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 

S10 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 

S11 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 

S12 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 

S13 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 

S14 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 

S15 

 

 

 

 

 

 

 

 

 

 

 
 

 

 

 

 

 

 

 

 



 

S16 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 

S17 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 

S18 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 

S19 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 

S20 

 

 

 

 

 

 

 

 

 

 

 

  



 

S21 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 

S22 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 

S23 

 

 

  

 

 

 



 

S24 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 

S25 

 

 

 

 

 

 

 

 

  



 

S26 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 

S27 

 

 

 

  



 

S28 

 

 

 
 

 



 

S29 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 

S30 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 

S31 

 

 

 

 

 



 

S32 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 

S33 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 

S34 

 

 

 

 

 



 

S35 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 

S36 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 

S37 

 

 

 



 

S38 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 

S39 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 

S40 

 

 

 



 

S41 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 

S42 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 

S43 

 

 

 

 

 

 

 

 

 

  



 

S44 

 

 

 

 

 



 

S45 

 

 

 

 

  



 

S46 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 

S47 

 

 

 

 

 

 

 

z 

 

 

 

 

 

 

 

 

 

 

 

 



 

S48 

 

 

 

 

 

 

 

 

 

 

 

 



 

S49 

 

 

 

 

 



 

S50 

 

  



 

S51 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 

S52 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 

S53 

 

 

 

 



 

S54 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 

S55 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 

S56 

 

 

 

 

 

 

 

 

 

 

 

 



 

S57 

 

 

 

 



 

S58 

 

  



 

S59 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 

S60 

 

 

 

  



 

S61 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 

S62 

 

 

 

 

  



 

S63 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 

S64 

 

 

  



 

S65 

 
 

 

 

 



 

S66 

  



 

S67 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 

S68 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 

S69 

 

 

 

 

 

 

 

 

 

 

 



 

S70 

 

 

 
 

 



 

S71 

 

  



 

S72 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 

S73 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 

S74 

 

 

 

 

 

 

 

 

 

 



 

S75 

 

 

 

 



 

S76 

 

  



 

S77 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 

S78 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 

S79 

 

 

 

 



 

S80 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 

S81 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 

S82 

 

 

 

 

 



 

S83 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 

S84 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 

S85 

 

 

 

 

 

 



 

S86 

 

 

 

 

 
 

 

 

 

 

 

 

 

 

 

 

 

 



 

S87 

 

 

 

  



 

S88 

3. The anti-proliferative IC50 values against a panel of cancer cell lines 

(Table S1)a 

a Each compound was tested in triplicate; the data are presented as the mean values. 

 

Compound 
 IC50 (μM) 

BEAS-2B A549 MCF-7 PANC-1 786O HCT116 

3a 27.40 4.88 3.23 5.86 8.97 2.10 

3b 12.30 3.02 2.16 4.65 6.56 1.66 

3c 14.82 2.99 2.10 3.57 4.58 1.57 

3d 11.78 2.57 1.96 3.67 5.39 1.36 

3e 15.43 2.97 2.34 4.58 5.86 1.53 

3f 39.35 8.73 5.86 12.56 18.34 4.80 

3g 25.99 1.13 0.81 1.54 2.16 0.56 

3h 23.07 0.77 0.52 1.17 2.44 0.37 

3i 14.79 3.12 2.17 3.96 6.26 1.68 

3j 45.06 25.14 20.44 39.97 61.16 15.14 

3k 42.28 8.29 6.74 10.53 14.21 4.68 

3l 37.87 6.52 4.18 8.21 11.50 3.37 

3m 26.15 5.62 4.61 7.42 11.80 3.81 

3n 25.79 50.05 40.69 62.06 >50.00 27.31 

3o 26.79 20.11 14.37 25.14 35.95 9.15 

3p 41.41 40.78 27.93 59.54 >50.00 17.79 

4a 54.50 >50.00 46.50 >50.00 37.80 >50.00 

5a 36.82 6.35 4.41 10.03 13.44 2.79 


