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Spectral data of the synthesized compounds

Figure S1: 1H NMR spectrum of Molecule (T1)
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Figure S2: 13C NMR spectrum of Molecule (T1)
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Figure S3: Mass spectrum of Molecule (T1)
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Figure S4: 13C NMR spectrum of Molecule (T2)
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Figure S5: 1H NMR spectrum of Molecule (T2)
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Figure S6: Mass spectrum of Molecule (T2)
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Figure S7: 13C NMR spectrum of Molecule (T3)

N

O

Cl

N N
N F

F



0.00.51.01.52.02.53.03.54.04.55.05.56.06.57.07.58.08.59.0
f1 (ppm)

IR_C-3
IR_C-3

2
.0

0

1
.0

1
2

.0
2

1
.0

4

1
.0

6
1

.0
0

1
.0

2
1

.0
0

1
.0

0

5
.5

0
8

6
.9

5
8

6
.9

7
1

7
.0

6
4

7
.0

6
9

7
.0

8
3

7
.0

9
0

7
.2

4
9

7
.3

9
8

7
.4

0
3

7
.4

2
0

7
.4

2
6

8
.0

0
5

8
.0

0
9

8
.0

9
7

8
.1

2
0

8
.1

9
6

8
.7

4
8

8
.7

6
1

Figure S8: 1H NMR spectrum of Molecule (T3)
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Figure S9: Mass spectrum of Molecule (T3)
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Figure S10: 13C NMR spectrum of Molecule (T4)
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Figure S11: 1H NMR spectrum of Molecule (T4)
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Figure S12: Mass spectrum of Molecule (T4)
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Figure S13: 1H NMR spectrum of Molecule (T5)
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Figure S14: 13C NMR spectrum of Molecule (T5)
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Figure S15: Mass spectrum of Molecule (T5)
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Figure S16: 13C NMR spectrum of Molecule (T6)
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Figure S17: 13C NMR spectrum of Molecule (T6)
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Figure S18: Mass spectrum of Molecule (T6)
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Figure S20: 1H NMR spectrum of Molecule (T7)

N

O

Cl

N N
N NO2



Figure S21: Mass spectrum of Molecule (T7)

N

O

Cl

N N
N NO2



0102030405060708090100110120130140150160170180
f1 (ppm)

16-March -2017
C8

5
5

.6
4

4

6
2

.3
7

0

7
6

.6
5

1
7

7
.0

7
5

7
7

.4
9

8

1
0

1
.5

7
0

1
1

4
.8

5
7

1
1

9
.6

5
2

1
2

1
.6

7
6

1
2

2
.2

8
6

1
2

3
.5

1
7

1
2

6
.9

3
0

1
3

0
.1

2
5

1
3

6
.3

3
3

1
4

2
.8

7
1

1
4

8
.7

5
5

1
5

1
.9

6
9

1
6

0
.1

0
4

1
6

1
.3

9
3

1
7

5
.3

6
3

Figure S22: 13C NMR spectrum of Molecule (T8)

N

O

Cl

N N
N O

CH3



0.00.51.01.52.02.53.03.54.04.55.05.56.06.57.07.58.08.59.0
f1 (ppm)

16-March -2017
C8

3
.0

0

2
.0

5

2
.1

1
0

.8
3

1
.0

1
2

.0
2

1
.7

5
1

.0
5

1
.0

4

3
.8

7
7

5
.5

3
0

7
.0

2
1

7
.0

5
0

7
.2

6
8

7
.4

3
7

7
.4

6
7

7
.6

3
5

7
.6

6
5

8
.0

6
4

8
.1

3
4

8
.1

6
4

8
.7

9
4

8
.8

1
2
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Figure S24: Mass spectrum of Molecule (T8)
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Figure S27: Mass spectrum of Molecule (T9)
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Figure S28: 13C NMR spectrum of Molecule (T10)
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Figure S29: 1H NMR spectrum of Molecule (T10)
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Figure S30: Mass spectrum of Molecule (T10)
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Figure S31:  Dose-response curve for Falcipain-2 inhibitions. Release of fluorescence units of 
fluorogenic substrate (AMC) was measured at different increasing concentrations of the inhibitors. IC50 
values were determined by using the experimental data with the help of GraFit version 7 software. Error 
bars represent SD of the results from three different sets of experiments. Y axis of graph represent the 
arbitrary fluorescence units (AFU) and X axis represent the log(substrate) concentration (µM). 



Figure S32: P. falciparum 3D7 dose inhibition graph.

Validation of docking results 

The Pardock1 module of Sanjeevini (SCFBIO, IITD) was chosen for docking and scoring 

resolutions and Auto Dock Vina program2 (version 1.5.6) was used for validation of the docking 

results. The results obtained were found from these two docking tools adopt almost identical 

Pattern. The difference in the binding energies of the respective compounds using both the 

programs was found in the range of ±1 Kcal/mol. Moreover, the ligands occupied the similar 

binding pockets by both the docking tools which displays good correlation with the previously 

reported FP-2 inhibitors.3–5 
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