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Molecular docking poses of compounds 10a-10e with D1 protein of photosystem II 

 

 

Figure S1. Binding mode of compound 10a with the pocket site of D1 protein of PSII (PDB ID: 4V82). 

 

 

Figure S2. Binding mode of compound 10b with the pocket site of D1 protein of PSII (PDB ID: 4V82). 
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Figure S3. Binding mode of compound 10c with the pocket site of D1 protein of PSII (PDB ID: 4V82). 

 

 

 

Figure S4. Binding mode of compound 10d with the pocket site of D1 protein of PSII (PDB ID: 4V82). 

 

 

Figure S5. Binding mode of compound 10e with the pocket site of D1 protein of PSII (PDB ID: 4V82). 

 

 

 

 

 

 



 
 

Molecular docking poses of compounds 10a-10e with HPPD enzyme 

 

 

Figure S6. Binding mode of compound 10a with the pocket site of HPPD enzyme (PDB ID: 6J63). 

 

 

Figure S7. Binding mode of compound 10b with the pocket site of HPPD enzyme (PDB ID: 6J63). 

 

 

Figure S8. Binding mode of compound 10c with the pocket site of HPPD enzyme (PDB ID: 6J63). 

 



 
 

 

Figure S9. Binding mode of compound 10d with the pocket site of HPPD enzyme (PDB ID: 6J63). 

 

 

Figure S10. Binding mode of compound 10e with the pocket site of HPPD enzyme (PDB ID: 6J63). 

 

NMR spectra of compounds 10a-10e 
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Figure S11. 1H NMR spectrum (500 MHz, DMSO-d6) of compound 7. 
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Figure S12. 1H NMR spectrum (500 MHz, CDCl3) of compound 9a. 
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Figure S13. 1H NMR spectrum (500 MHz, DMSO-d6) of compound 9b. 
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Figure S14. 1H NMR spectrum (500 MHz, DMSO-d6) of compound 9c. 
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Figure S15. 1H NMR spectrum (500 MHz, DMSO-d6) of compound 9d. 
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Figure S16. 1H NMR spectrum (500 MHz, DMSO-d6) of compound 9e. 

 

Acquisition Time (sec) 4.3691 Comment  Lucas/Jessica Amostra: JS104 Experimento: 1H Solvente: DMSO Date 01 Jun 2021 07:49:18

File Name C:\Users\UFMT\Desktop\PASTA_JESSICA\JS104\JS104_001001r Frequency (MHz) 500.13 Nucleus 1H

Number of Transients 32 Original Points Count 32768 Points Count 65536 Pulse Sequence zg30

Solvent DMSO-D6 Sweep Width (Hz) 7500.00 Temperature (degree C) 22.139

13 12 11 10 9 8 7 6 5 4 3 2 1 0

Chemical Shift (ppm)

0

0.1

0.2

0.3

0.4

0.5

0.6

0.7

0.8

0.9

1.0

In
te

n
s
it
y

2.20 2.191.00

7
.2

4
7
.2

5
7
.2

7
7
.5

3
7
.5

5
7
.7

2
7
.7

3
7
.7

4
8
.2

2
8
.2

3
8
.2

4

1
1
.7

5

 

Figure S17. 1H NMR spectrum (500 MHz, DMSO-d6) of compound 10a. 

 



 
 

Acquisition Time (sec) 4.3691 Comment  Prof Lucas/Jessica Amostra: JS190 Experimento: 1H Soluvel: DMSO Temp.: 25ºC

Date 03 Feb 2023 11:13:08 File Name C:\Users\55659\Desktop\RMN\JS190_001001r

Frequency (MHz) 500.13 Nucleus 1H Number of Transients 1 Original Points Count 32768

Points Count 65536 Pulse Sequence zg30 Solvent DMSO-D6 Sweep Width (Hz) 7500.00

Temperature (degree C) 23.388

13 12 11 10 9 8 7 6 5 4 3 2 1 0

Chemical Shift (ppm)

0

0.1

0.2

0.3

0.4

0.5

0.6

0.7

0.8

0.9

1.0

In
te

n
s
it
y

2.331.21 1.061.01

7
.2

7
7
.2

9
7
.2

9
7
.5

4
7
.5

6
7
.5

8
7
.5

9
7
.7

4
7
.7

6
8
.1

3
8
.1

4
8
.2

1
8
.2

3

1
1
.9

4

 

Figure S18. 1H NMR spectrum (500 MHz, DMSO-d6) of compound 10b. 

 

Acquisition Time (sec) 4.3691 Comment  Prof Lucas/Jessica Amostra: JS191 Experimento: 1H Soluvel: DMSO Temp.: 25ºC

Date 03 Feb 2023 07:49:42 File Name C:\Users\55659\Desktop\RMN\JS191_001001r

Frequency (MHz) 500.13 Nucleus 1H Number of Transients 1 Original Points Count 32768

Points Count 65536 Pulse Sequence zg30 Solvent DMSO-D6 Sweep Width (Hz) 7500.00

Temperature (degree C) 23.243

13 12 11 10 9 8 7 6 5 4 3 2 1 0

Chemical Shift (ppm)

0

0.1

0.2

0.3

0.4

0.5

0.6

0.7

0.8

0.9

1.0

In
te

n
s
it
y

1.430.71 0.690.69

7
.2

9
7
.3

0
7
.5

2
7
.5

3
7
.5

6
7
.7

5
7
.7

6
7
.8

5
7
.8

7
8
.2

1
8
.2

3
8
.2

9
8
.2

9

1
1
.9

3

 

Figure S19. 1H NMR spectrum (500 MHz, DMSO-d6) of compound 10c. 
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Figure S20. 1H NMR spectrum (500 MHz, DMSO-d6) of compound 10d. 
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Figure S21. 1H NMR spectrum (500 MHz, CDCl3) of compound 10e. 
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Figure S22. 13C NMR spectrum (125 MHz, DMSO-d6) of compound 10a. 
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Figure S23. 13C NMR spectrum (125 MHz, DMSO-d6) of compound 10b. 
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Figure S24. 13C NMR spectrum (125 MHz, DMSO-d6) of compound 10c. 
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Figure S25. 13C NMR spectrum (125 MHz, DMSO-d6) of compound 10d. 
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Figure S26. 13C NMR spectrum (125 MHz, CDCl3) of compound 10e. 

 

  



 
 

FTIR spectra of compounds 10a-10e 
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Figure S27. FTIR (KBr) spectrum of compound 10a. 
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Figure S28. FTIR (KBr) spectrum of compound 10b. 
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Figure S29. FTIR (KBr) spectrum of compound 10c. 
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Figure S30. FTIR (KBr) spectrum of compound 10d. 
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Figure S31. FTIR (KBr) spectrum of compound 10e. 

 


