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Table S1. Binding parameters of all the screened natural compounds with CDK6 obtained from 

molecular docking and fluorescence binding studies. 

#Binding affinity of the selected compounds with CDK6 predicted through Molecular docking. *Binding constant calculated from 

fluorescence studies. Binding constant values could not be predicted in some cases and mentioned as not applicable (NA). 

 

S. No. Compounds Structure 
∆G # 

(kcal/mol) 

Binding constant* 

(K) M-1 

1. Caffeic Acid 

 

−6.8 1.1 X 104 

2. Ferulic Acid 

 

−6.8 0.76 X 103 

3. Urosolic acid 

 

− 0.64 X 101 

4. Ellagic Acid 

   

−7.9 2.6 X 107 

5. 
Rosmarinic 

acid 
 

−7.7 1.19 X 104 

6. Capsaicin 

 

−6.7 NA 

7. Tocopherol 

 

−7.6 NA 

8. Limonene 

 

−6.3 NA 



 

 

Figure S1. Cloning of CDK6 gene: (A) Amplified CDK6 gene. Lane 1: Marker and Lane 2: amplified 

product of CDK6 gene, (B) Digested pET28a plasmid. (C) Confirmed constructed plasmid by colony 

PCR. Lane 1: marker, Lane 2: digested CDK6 with pET28a, Lane3: pET28a plasmid with CDK6. 

 

 

Figure S2. Expression and purification of recombinant CDK6: (A) Expression of CDK6 protein. Lane 

1: Marker, Lane 2: Uninduced CDK6 sample, Lane 3: Induced CDK6 sample; (B) Purification profile of 

CDK6. Lane 1: Before binding, Lane 2: After binding, Lane 3: 20 mM Imidazole, Lane 4: 100 Mm 

Imidazole, Lane 5: 250 mM Imidazole, Lane 6: 500 mM Imidazole; (C) Western blot of purified His-tag 

CDK6 protein. 

 

 

 



 

 

 

 

 

Figure S3. (A) UV Absorption spectra of purified CDK6 in the range of 240-340 nm. (B) Fluorescence spectra 

of purified CDK6. (C) IC50 plot obtained through the AAT Bioquest calculator [67]. 

 



 

Figure S4. Uncropped images of membrane probed with CDK6 and actin antibodies after EA treatments. 


