
S1 

 

Design, synthesis, and anticancer assessment of structural analogues of (E)-1-((3,4,5-trimethoxybenzylidene)amino)-

4-(3,4,5-trimethoxyphenyl)imidazo[1,2-a]quinoxaline-2-carbonitrile (6b), an imidazo[1,2-a]quinoxaline-based non-

covalent EGFR Inhibitor 

Manvendra Kumar1, Kiran Patil1, Pritam Maity1, Joydeep Chatterjee1, Tashvinder Singh2, Gaurav Joshi1 Sandeep Singh*2, and Raj 

Kumar*1 

1. Laboratory for Drug Design and Synthesis, Department of Pharmaceutical Sciences and Natural Products, School of Health Sciences, Central 

University of Punjab, Bathinda 151401, India 

2. Department of Human Genetics and Molecular Medicine, Central University of Punjab, Bathinda- 151401 Punjab, India 

*Correspondence: Email: raj.khunger@gmail.com; raj.khunger@cup.edu.in (RK; ORCID ID: or-cid.org/0000-0001-5113-6627); 

sandeepsingh82@gmail.com (SS) 

 

 

Table of Contents (Page) 

1. Figure S1. Pie chart of possible target prediction by Swiss Target Prediction tool (http://www.swisstargetprediction.ch/) of synthetics 

A. 5a B. 5e C. 5h, D. 5l and E. 5o (Page S2) 

2. Figure S2. 2D interactions of 6b (A), 5a (B) and 5v (C) in the binding pocket of EGFRWT (PDB:1M17) (Page-S3) 

3. Table. S1: Antiproliferative potential of target compounds (Page-S4) 

4. 1H, 13C and HRMS Spectra (Page-S6) 

 

 

 

 

 

Electronic Supplementary Material (ESI) for RSC Medicinal Chemistry.
This journal is © The Royal Society of Chemistry 2024

http://www.swisstargetprediction.ch/


S2 

 

 

 

 

Figure S1. Pie chart of possible target prediction by Swiss Target Prediction tool (http://www.swisstargetprediction.ch/) of synthetics (A) 5a 

(B) 5e (C) 5h, (D) 5l and (E) 5o 
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Figure S2. 2D interactions of 6b (A), 5a (B) and 5v (C) in the binding pocket of EGFRWT (PDB:1M17) 
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Table S1: Antiproliferative potential of target compounds 

S.No. Compound 

Code 

IC50 (μM) 

A549 MCF7 MDA-MB-

231 

1.  Erlotinib 4,68 >10 >10 

2.  MRP-1 21.15 10.97±0.08 13.8±0.04 

3.  5a 3.53±0.03 13.58±0.10 5.77±0.03 

4.  5b 15.49±0.09 15.86±0.08 15.58±0.08 

5.  5c 15.18±0.04 10.82±0.23 15.18±0.05 

6.  5d >25 4.16±0.16 13.23±0.09 

7.  5e 4.43±0.08 3.82±0.14 5.94±0.04 

8.  5f 11.01±0.06 15.47±0.13 9.48±0.06 

9.  5g 14.12±0.09 9.89±0.23 14.72±0.02 

10.  5h 3.25±0.02 9.99±0.15 11.36±0.04 

11.  5i 5.05±0.10 15.545±0.24 12.91±0.06 

12.  5j 8.65±0.06 12.558±0.13 19.47±0.03 

13.  5k >25 17.42±0.07 24.66±0.04 

14.  5l 1.34±0.04 14.30±0.30 >25 

15.  5m 11.67±0.13 17.69±0.26 16.3±0.18 

16.  5n 15.03±0.22 15.68±0.54 22.41±0.12 

17.  5o 4.27±0.14 23.85±0.24 8.661±0.11 

18.  5p >25 8.99±0.12 >25 

19.  5q 16.49±0.39 13.14±0.43 8.88±0.14 

20.  5r >25 20.28±0.05 >25 

21.  5s 14.79±0.11 >25 8.76±0.06 

22.  5t 19.96±0.32 27.68±0.33 21.47±0.30 

23.  5u 15.35±0.16 >25 21.01±0.39 

24.  5v 10.38±0.19 11.66±0.08 15.14±0.09 

25.  5w 24.3±0.10 19.48±0.15 21.42±0.12 

26.  5x 13.17±0.14 24.04±0.12 6.41±0.13 

27.  5y 9.95±0.08 11.24±0.06 14.74±0.1 

28.  5z 18.6±0.29 >25 17.65±0.19 

29.  5aa >25 >25 >25 
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30.  5ab 16.44±0.08 19.15±0.1 >25 

31.  5ac >25 18.94±0.07 >25 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



S6 

 

Spectral data of compound MRP-1
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Spectral data of compound 5a
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Spectral data of compound 5b 
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Spectral data of compound 5c 
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Spectral data of compound 5d 
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Spectral data of compound 5e 
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Spectral data of compound 5f 
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19F NMR 

 

 



S27 

 

 

 



S28 

 

Spectral data of compound 5g 
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Spectral data of compound 5h 
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Spectral data of compound 5i 
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Spectral data of compound 5j 
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Spectral data of compound 5k 
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Spectral data of compound 5l 
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Spectral data of compound 5m 
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Spectral data of compound 5n 
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Spectral data of compound 5o 
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2D-Spectral data of compound 5o  

DEPT-135 
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HSQC-1 
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HSQC-2 
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HMBC-1 
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HMBC-2 
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HMBC-3 
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HMBC-4 
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HMBC-5 
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Spectral data of compound 5p 
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Spectral data of compound 5q 
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Spectral data of compound 5r 
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Spectral data of compound 5s 
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Spectral data of compound 5t 
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Spectral data of compound 5u 
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Spectral data of compound 5v
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Spectral data of compound 5w 
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SPECTRAL DATA OF 5x 
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SPECTRAL DATA OF 5y  
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SPECTRAL DATA OF 5z 
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SPECTRAL DATA OF 5aa 
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SPECTRAL DATA OF 5ab 
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SPECTRAL DATA OF 5ac 
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