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Antiplasmodial and Metabolite Profiling of Hyrtios sp. Sponge Extract from Southeast Sulawesi Marine Using LC-HRMS, Molecular Docking, Pharmacokinetic, Drug-likeness, Toxicity, and Molecular Dynamics Simulation
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Figure S1. Concentrated (a) EtOAc and (b) MeOH extracts.
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Figure S2. Re-docking the native ligand Pyrimethamine to the active site of PfDHFR-TS receptor.










[bookmark: _Hlk198279867]Table S1.  IC50 values of the samples evaluated against the P. falciparum FCR3 variant.
	Sample
	IC50 (µg/mL)
	Categories

	EtOAc extract
	1.31±0.82
	Good

	MeOH extract
	1.43±0.32
	Good

	Chloroquine
	 0.003±0.142
	Good



Table S2. Identification of compounds in EtOAc extracts by LC-HRMS analysis.
	[bookmark: _Hlk156389786]Compounds
	RT (Min)
	Mol Formula
	Neutral Mass (DA)
	Observed
(m/z)
	Adducts
	Accuracy

	No.
	Structure
	Name
	
	
	
	
	
	

	1
	[image: A structure of a chemical formula

Description automatically generated]




	Zoanthusterone
	6.31

	C27H44O7
	480.30870
	503.2969
	Na+
	3.1229

	
2
	


	2R,4S,5S,7S)-5-Amino-N-(3-aminopropyl)-4-hydroxy-7-[4-methoxy-3-(3-methoxypropoxy)benzyl]-2,8-dimethylnonanamide
	8.98
	C26H47N3O5
	481.35157
	483.3594
	H+
	0.5817







Table S3. Identification of compounds in MeOH extracts by LC-HRMS analysis.
	[bookmark: _Hlk181905335]Compounds
	RT
(Min)
	Formula
	Neutral Mass (DA)
	Observed
(m/z)
	Adducts
	Accuracy

	No.
	Structure
	Name
	
	
	
	
	
	

	1
	[image: A black and white image of a molecule

Description automatically generated]
	Hyrtiosin E
	7.79
	C29H44O5
	472.31887
	473.3277
	H+
	-1.482

	2
	[image: A structure of a molecule

Description automatically generated]
	Contignasterol

	7.61

	C29H48O7

	508.34

	531.3302

	Na+

	-0.7869


	3





	[image: A structure of a chemical formula

Description automatically generated]
	Kushenol N
	8.23
	C26H30O7
	454.19915
	455.2066
	H+
	1.5411

	4
	[image: A black and red molecule

Description automatically generated with medium confidence]
	Calyculone A
	10.32
	C20H32O2
	304.24023
	305.2488
	H+
	-1.49881

	5




	[image: A chemical structure of a molecule

Description automatically generated]
	Norselic Acid B
	11.19
	C29H44O4
	456.32396
	479.316
	Na+
	-4.8211
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