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Table S1 Description of Phytochemicals isolated from Croton megalocarpus 

 
Ser. 

No 

Code Name of phytochemical Chemical structure Reference  

1.  L62 Betulin  

 

[1–4][3,5–7]   

2.  L63 3-β-O-Acetoacetyl lupeol  

 

 

 

 

[5,8,9]  

3.  L12 Aleuritolic acid 

 

 

[8–13]  

4.  L9 Lupeol 

 

 

[10,14,15]   
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Ser. 

No 

Code Name of phytochemical Chemical structure Reference  

5.  L46 Chiromodine 

 

[1,2,9,16,17]   

6.  L60 Epoxychiromodine 

 

[5,8,9,16,18]  

7.  L104 Crotonolide E  

 

 

[19,20]    

8.  L105 Furocrotinsulolide A 

 

 

[19,21]   
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Ser. 

No 

Code Name of phytochemical Chemical structure Reference  

9.  L106 3β,4β:15,16-diepoxy-

13(16),14-ent-clerodadien-

17,12S-olide 

 

[19]   

10.  L107 3β,4β:15,16-diepoxy-

13(16),14-ent-clerodadiene 

 

[19,22,23]    

11.  L108 Trans-annonene 

 

[19,24]   
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Ser. 

No 

Code Name of phytochemical Chemical structure Reference  

12.  L109 Crotohalimaneic acid 

 

[19,25,26]   

13.  L110 7,13-abietadien-2-one 

 

[19]   

14.  L111 7,13-abietadien-2-ol 

 

[19]   

15.  L68 Ent-kaur-16-en-19-oic acid 

 

[8]  

16.  L61 Beta sitosterol 

 

[3,5]   
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Ser. 

No 

Code Name of phytochemical Chemical structure Reference  

17.  L64 Esters of ferulic acid 

 

[8]  

18.  L75 Ferulic acid 

 

[9]  

19.  L76 Lauric acid 
 

[27,28]  

20.  L77 Myristic acid 
 

[27,28]  

21.  L78 Palmitic acid 
 [27,28]  

22.  L79 Stearic acid 
 [27,28]  

23.  L80 Arachidic acid  [27,28]  

24.  L81 Palmitoleic acid 

 

[27,28]   

25.  L82 Oleic acid 

 

[27,28]  

26.  L83 Erucic acid 

 

[27,28]   

27.  L84 Linoleic acid 

 

[27,28]   
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Table S2 Phytochemical screening of Solvent fractions of C. megalocarpus 
 

 

 Hexane Dichloromethane  Ethyl acetate Methanol 

Leaf Bark Leaf Bark Leaf Bark Leaf Bark 

Alkaloids  + - + + + + + - 

Anthraquinones  - - - - + - - - 

Flavonoids  - - - - + + + + 

Glycoside + + - + + + - - 

Saponins  + + - - + + + + 

Steroids + + + + + + + + 

Phenolic 

compounds 
+ + + + + + + + 

Tannins  - + - - + + - - 

Terpenes + + + + + + + + 
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Table S3 Area under curve (AUC) graph for validation of docking 

 
 

Figure 1 Area under curve (AUC) graph for validation of docking 
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Table S4. Interactions of top 10 conformations of Croton megalocarpus ligands with HIV-1 Reverse transcriptase enzyme 

(PDB: 1REV) 

 
Ser. 

No. 

Code Name of 

Phytochemical 

Interacting amino acids residues Number of 

Hydrogen 

bonds 

Hydrogen bond 

interactions 

1.  L12 Aleuritolic acid ASN 265, GLN 269 (3.65 Å),  

GLU 378, GLY 352,  

HIS 96, ILE 382 (4.00 Å),  

ILE 94 (3.60 Å), LYS 350,  

LYS 353, LYS 374, PRO 95, SER 268, TYR 232,TYR 

339,  

VAL 381,  

2 LYS 353 (2.77 Å),  

LYS 353 (3.62 Å),  

 

2.  L9 Lupeol ASN 265, GLN 269, GLU 378, GLY 352, HIS 96, ILE 

382 (3.26 Å), ILE 94 (3.35 Å),  LYS 350,  

LYS 353,  LYS 374, SER 268,  

TRP 266, TYR 232, TYR 339, 

VAL 381 (3.80 Å),  

2 LYS 353 (2.74 Å) 

LYS 353 (3.00 Å) 

3.  L62 Betulin ASN 265, GLN 269, GLU 378,  

GLY 352, HIS 96, ILE 382 (3.04 Å), ILE 94 (3.39 Å), 

LYS 350,  

LYS 353, LYS 374, SER 268,  

TRP 266, TYR 232, TYR 339,  

VAL 381 (3.65 Å),  

2 LYS 353 (2.66 Å),  

LYS353 (3.11 Å) 

 

4.  L63 3-β-O-Acetoacetyl 

lupeol 

ASN 265, GLN 269, GLU 378,  

GLY 352, GLY 93, HIS 96 (3.24 Å), ILE 382, ILE 94 

(3.51 Å), LEU 92, LYS 350, LYS 353, LYS 374, SER 

268, TRP 266 (3.99 Å), TYR 232, TYR 339 (3.69 Å), 

VAL 381,  

1 ILE 94 (3.07 Å) 

5.  L46 Chiromodine ASN 265, GLN 269 (3.19 Å),  

GLU 378, HIS 96 (3.61 Å),  

ILE 382 (3.57 Å), ILE 94 (3.72 Å), LYS 350, MET 230, 

PRO 95 

TRP 266,  

4 LYS 350 (2.85 Å), TYR 

232 (2.84 Å), TRP 266, 

ASN 265 
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Ser. 

No. 

Code Name of 

Phytochemical 

Interacting amino acids residues Number of 

Hydrogen 

bonds 

Hydrogen bond 

interactions 

6.  L104 Crotonolide E  GLU 378, GLY 99, HIS 96 (2.94 Å), ILE 382 (3.95 Å), 

ILE 94 (3.29 Å), PRO 95, TRP 266 (3.82 Å), TYR 232, 

VAL 381 (3.84 Å), 

1 TYR 232 (2.79 Å) 

7.  L109 Crotohalimaneic acid ASN 265, GLN 269 (2.88 Å),  

GLY 352, HIS 96, LYS 350, LYS 353 (3.80 Å), LYS 

374, 

SER 268, THR 351, TRP 266 (3.29 Å), TYR 232, TYR 

339,  

2 LYS 374 (3.62 Å), TYR 

232,  

8.  L60 Epoxychiromodine GLY 93, HIS 96 (3.03 Å), HIS 96, ILE 382, ILE 94 

(3.49 Å), LEU 92, MET 230, PRO 95, TRP 266 (3.93 

Å), TYR 232 (3.30 Å), VAL 381,  

1 ILE 94 (3.01 Å) 

9.  L105 Furocrotinsulolide A ASN 265, GLN 269 (3.10 Å),  

GLY 262, GLY 352, LYS 353,  

LYS 374, SER 268, TRP 266 (3.67 Å), TRP 266, TYR 

339 (3.81 Å),  

3 LYS 353 (2.83 Å), LYS 

353 (3.38 Å), LYS 374 

(2.69 Å) 

10.  L111 7,13-abietadien-2-ol ASN 265, GLN 269 (3.32 Å),  

HIS 96 (3.08 Å), ILE 382,  

ILE 94 (3.22 Å), LYS 350,  

PRO 95, SER 268, TRP 229 

TRP 266 (3.28 Å), TRP 266,  

TYR 232, VAL 381,  

0 - 

11.  L75 Ferulic acid ALA 355, ARG 356 (3.24  Å),  

ARG 358, GLN 373, GLU 370, LYS 374, TYR 354 

(2.95  Å),  

TYR 354,  

6 ALA 355 (2.79  Å),  

ARG 356 (3.14 Å) 

ARG 356 (3.24 Å) 

ARG 358 (2.81  Å),  

TYR354 (3.18 Å) 

LYS 374 (2.61  Å) 

12.  L110 7,13-abietadien-2-one ASN 265, GLN 269, GLU 378 

HIS 96, ILE 382, ILE 94 (3.42 Å), LYS 350, SER 268, 

TRP 266 (3.80 Å), TYR 232,  

0  - 
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Ser. 

No. 

Code Name of 

Phytochemical 

Interacting amino acids residues Number of 

Hydrogen 

bonds 

Hydrogen bond 

interactions 

1.  DLV Delaviridine  ASN 265 (3.49 Å), ASN 265,  

GLN 269, GLY 262, HIS  96 (3.58 Å), ILE 382 (3.78 Å), ILE 94, LYS 

350, TRP 266 (3.33 Å),  

TYR 232,  

2 ILE 94 (2.08 Å), 

LYS 350 (2.30 Å) 

2.  AZT Zidovudine TRP266 (3.45 Å), TRP 266 (3.89 Å), GLN 269 (3.67 Å),  

 

6 ILE 94 (3.05 Å), 

PRO 95 (2.69 Å), 

TYR 232 (2.20 

Å), GLN 269 

(3.19 Å), LYS 

350 (1.91 Å), 

GLU 378 (3.34 

Å),  

 

3.  NVP Nevirapine GLN 269 (3.77  Å), GLU 378, HIS 96 (3.48  Å), ILE 382 (3.32  Å), 

ILE 94 (3.24  Å), LYS 350,  

PRO 95, PRO 97, TRP 229, TRP 266 (3.37  Å), TYR 232 (3.53  Å), 

VAL 381 (3.38  Å),  

3 ILE 94, LYS 350 

(3.13  Å), TYR 

232 (2.31 Å), 

4.  ABC Abacavir HIS 96 (3.96 Å), TRP 266 (3.31 Å), VAL 381 (3.27 Å), ILE 382 (3.43 

Å),  

 

4 PRO 95 (2.50 Å), 

TYR 232 (1.71 

Å), TYR 232 

(1.99 Å), ASN 

265 (2.56 Å),  
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Table S5. Lipinski properties of phytochemicals isolated from Croton megalocarpus 
 

Ser. No. Code Name of phytochemicals Molecular 

weight 

(gm/mol) 

(<500) 

LogP 

(<5) 

H-Donors 

(<5) 

H-Acceptors 

(<10) 

MR molar 

refractivity 

(<130) 

1. L62 Betulin 442.72 6.7202 2 2 136.3 

2. L63 3-β-O-Acetoacetyl lupeol 510.79 7.9873 0 3 154.69 

3. L12 Aleuritolic acid 456.7 6.0643 2 3 136.65 

4. L9 Lupeol 426.72 7.6469 1 1 135.14 

5. L46 Chiromodine 378.46 2.0711 2 6 99.91 

6. L60 Epoxychiromodine 360.44 2.6255 0 5 96.55 

7. L104 Crotonolide E 330.42 3.0554 0 4 90.4 

8. L105 Furocrotinsulolide A 334.41 1.7568 2 5 88.02 

9. L106 3β,4β:15,16-diepoxy-13(16),14-ent-

clerodadien-17,12S-olide 

330.42 2.6427 0 4 89.21 

10. L107 3β,4β:15,16-diepoxy-13(16),14-ent-

clerodadiene 

316.43 3.4739 0 3 90.46 

11. L108 Trans-annonene 286.45 5.3788 0 1 90.56 

12. L109 Crotohalimaneic acid 316.43 4.2734 1 3 92.33 

13. L110 7,13-abietadien-2-one 286.45 4.8677 0 1 90.64 

14. L111 7,13-abietadien-2-ol 288.47 4.724 1 1 91.61 

15. L68 Ent-kaur-16-en-19-oic acid 302.45 4.1175 1 2 90.32 

16. L61 Beta sitosterol 414.71 7.8552 1 1 133.23 

17. L64 Esters of ferulic acid-1 530.82 11.889 1 4 166.51 



13 
 

Ser. No. Code Name of phytochemicals Molecular 

weight 

(gm/mol) 

(<500) 

LogP 

(<5) 

H-Donors 

(<5) 

H-Acceptors 

(<10) 

MR molar 

refractivity 

(<130) 

18 L75 Ferulic acid 194.18 1.0582 2 4 51.63 

19 L76 Lauric acid 200.32 4.2449 1 2 61.57 

20 L77 Myristic acid 228.37 5.1537 1 2 71.18 

21 L78 Palmitic acid 256.42 6.0625 1 2 80.8 

22 L79 Stearic acid 284.48 6.9713 1 2 90.41 

23 L80 Arachidic acid 312.53 7.8801 1 2 100.03 

24 L81 Palmitoleic acid 254.41 5.8103 1 2 80.32 

25 L82 Oleic acid 282.46 6.7191 1 2 89.94 

26 L83 Erucic acid 338.57 8.5367 1 2 109.17 

27 L84 Linoleic acid 280.45 6.4669 1 2 89.46 

 

 

 

 

 



14 
 

Table S6 Predicted ADMET properties of phytochemical compounds isolated from Croton megalocarpus and FDA approved 

drugs  
 

Properties L12 L9 L62 L63 L46 L104

PSA= TPSA SWISS 57.53 20.23 40.46 43.37 96.97 56.51

AlogP98=WLOGP SWISS 7.23 8.02 7 8.55 2.97 3.95

Absorption

Water solubility (logmol/L) -4.757 -6.33 -5.923 -6.167 -3.763 -4.8

Caco-2 permeability (log Papp in 10-6 

cm/s) 1.369 1.323 1.326 1.267 0.917 1.447

Intestinal absorption (human) (% 

absorbed) 97.287 100 97.928 100 91.755 96.989

Skin permeability (log Kp) -2.73 -2.687 -2.788 -2.773 -4.176 -3.129

P-Glycoprotein substrate No No No No Yes No

P-Glycoprotein I inhibitor No Yes Yes Yes Yes Yes  
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