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Spectral data of the synthesized compounds
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Figure S1: '"H NMR spectrum of Molecule (T1)
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Elemental Composition Report Page 1

Single Mass Analysis

Tokrance = 50.0 PPM /| DBE: min =-1.5, max = 50.0
Element prediction: OfF

Murmber of isotope peaks used for i-FIT=3

Monoisobopic Mass, Even Electron lons

82 formula(e) evahated with 1 results within limits (up to 50 best soiopic matches for each mass)
Elements Used:

C:17-20 H10-15 MO04 OcD-1 F:0-3 CLOA1

Sample Mame G INDIAN INSTITUTE OF TECHNOLOGY XEVD G2-X5 OTOF
Test Mame © HRME-1 RIOPAR
ACAT7-C1— 2 (DLO4S) AM {Top.4, Ar 10000.0,0.00,0.00); Cm {2:5) 1: TOF M5 ES+
3. 24e:007
100— 2050716
1 F
1 O/Y\N/@’J\/F
g joohulun
=
] a
ﬁ]?.{l:ﬁﬁ
1 ITT0E20
233153 133 1814 340.0589
i
Minimm: -1.3
Maximam: 5.0 0.0 0.0
Mamm Calc. Mams mla PEH LEE i-FIT Horm Conf (%) Formala
405.0716 405 .07320 -1.4 -2.5 135 S26.4 nfa nfa €19 H12 H4 0 F2 C1

Figure S3: Mass spectrum of Molecule (T1)
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Elemental Composition Report

Single Mass Analysis

Tolkerance = 20.0 PPM | DBE: min =-1.5, max = 50.0
Element prediction: Off

Mumber of isotope peaks used for i-FIT=3

Monoisotopic Mass, Odd and Ewen Electron lons
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384 0352
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Page 1

XEVD E2-XE QTOF

1: TOF MS ES+
1. [2e+006

435.2463
LA LA Vi A VAL e i i Vi i S S i YR
Minimum: -1.5
Mayimum: 5.0 20.0 s0.0
Mass Calc. Mass mba PEH DBE i-FIT HNorm Conf(i) Formala
285.0202  285.0372 -T.0 -18.0 12.5 418.2 =nfa nfa C1B H1Z H: O F ClL2

Figure S6: Mass spectrum of Molecule (T2)
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Single Mass Analysis

Tokerance = 20.0 PPM [ DBE: min =-1.5, max = 50.0
Element prediction: Off

Murmber of isotope peaks used for i-FIT =23

Monoisobopic Mass, Even Electron lons
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Figure S9: Mass spectrum of Molecule (T3)
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Figure S11: '"H NMR spectrum of Molecule (T4)
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Single Mass Analysis
Tolerance = 100.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off
Mumber of isotope peaks used for i-FIT =3
Moncisotopic Mass, Even Electron lons.
33 formulale) evahated with 1 results within limits (up to 50 best isolopic matches for each mass)
Elements Used:
C: 1620 H:10-12 N:04 O:01 F:02 CLHOA
‘Sample Name : 07-03-312 INDIAN INSTITUTE OF TECHNOLOGY XEVD G2-XS OTOF
Test Name o HRMS-1 ROPAR
31017-07-03-312- 10 (0.125) AM (1004, Ar, 10000.0,0.00,0.00%; Cm (10:12-17:43) 1: TOF MS ES#
9.96e+006
o 373.0600 F
o) = F
/\\/\INO
B N‘N
] P
s Cl N
3760582
0783 | || 3770568 2050674 411.5348 4750072 538,542 S50, 4845 587.5574 LI ey eesemn
1 4 1A A 04 P 5t 0 g R S
Minimum: -1.5
Maximuam: 5.0 1lp0.0 S0.0
Mass Calc. Mass mba PPN LBE i-FIT Norm Conf (%) Formula

273.0600  272.0668 -6.8 -18.2 12.5 282.4 =nfa  =nfa ClE H1Z N4 O F2 C1



Mass spectrum of Molecule (T4)
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Elemental Composition Report Page 1

Single Mass Analysis

Tokrance = 50.0 PPM / DBE: min=-1.5, max = 50.0
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18 formulale) evahated with 1 results within mits (up to 50 best sotopic matches for each mass)
Elements Lised:

C:1520 H11-18 MN:04 O01 F 01 CEDA

Sampes Mame ; O7-03-340-C5 HEVD G2-KS QTOF

Wethame . HANS-1 ROPAR

181117-07-03-340-C5 - 10 (0125} AM [Top.&, Ar, 10000.0,0.00,0.00); Sm [SG. 135.00); ©m {&:15) 1: TOF M2 ES¢
1.45e+007

100 Eraer

F
P

—
Cl N

Minimam: -1.5

Maimam - .0 50.0 0.0

Mom= Calc. Mam=s mba PEH LEE i-FIT Horm Conf (3) Formala
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Figure S15: Mass spectrum of Molecule (T5)
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Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 10.0 PPM | DBE: min =-1.5, max = 50.0
Element prediction: OfFf
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Monoisobopic Mass, Even Electron lons
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Figure S18: Mass spectrum of Molecule (T6)
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Elemental Composition Report Page 1

Single Mass Analysis

Tokrance = 25.0 PPM /| DBE: min =-1.5, max = 50.0
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Figure S21: Mass spectrum of Molecule (T7)
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Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 20.0 PPM /| DBE: min =-1.5, max = 50.0
Element prediction: OfF

Mumber of isotope peaks used for i-FIT =3

Monoisobopic Mass, Even Electron lons.
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I
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PN SR e M e e e

G602 6748  T40.7335
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Figure S24: Mass spectrum of Molecule (T8)
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Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 50.0 PPM | DBE: min =-1.5, max = 50.0
Element prediction: OfF
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Monoisobopic Mass, Odd and Even Electron lons
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Figure S27: Mass spectrum of Molecule (T9)
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Elemental Composition Report

Single Mass Analysis

Tokrance = 20.0 PPM / DBE: min=-1.5, max = 50.0
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Figure S30: Mass spectrum of Molecule (T10)
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arbitrary fluorescence units (AFU) and X axis represent the log(substrate) concentration (UM).
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Figure S32: P. falciparum 3D7 dose inhibition graph.

Validation of docking results

The Pardock! module of Sanjeevini (SCFBIO, IITD) was chosen for docking and scoring
resolutions and Auto Dock Vina program? (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-
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