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Table S1. Cofactors excluded from the screen

Cofactor HET ID

Flavin-Adenine Dinucleotide (FAD) FAD
Magnesium Ion MG
Dihydroflavine-Adenine Dinucleotide FDA
Nicotinamide-Adenine-Dinucleotide (NAD) NAD
Flavin Mononucleotide FMN
Nicotinamide Adenine Dinucleotide Phosphate (NADP) NAP
Heme HEM
Dihydro-Nicotinamide-Adenine-Dinucleotide Phosphate (NADPH) NDP

Table S2. Buffer or Solvent ligands excluded from the screen

Ligand HET ID

Sodium Ion NA
Di(hydroxyethyl)etherDI PEG
Acetate ion ACT
Sulfate ion SO4
Triethylene Glycol PGE
Hexane HEX
Glycerol GOL
Phosphate Ion P04
HEPES EPE
Maleic acid MAE
2-(N-Morpholino)-Ethanesulfonic Acid MES
Beta-Mercaptoethanol BME
Ethylene Glycol EDO
Dimethyl Sulfoxide DMS
Cobalt Hexammine (III) NCO
Dimethylarsinate CAC
Chloride Ion CL
1,4-Diethylene Dioxide DIO
3-Fluorosialic Acid FSI
2-Propanol IPA
Ethanol EOH
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Table S3. PDB structures used in the screen that required a special preparation

Target PDB ID Ligand Ligand Type Preparation

FPPS, Homoallylic site 3IBA Isopentyl Pyrophosphate Substrate alternate location
FPPS, Homoallylic site 3ICK Isopentyl Pyrophosphate Substrate alternate location
FPPS, Homoallylic site 1YHM Isopentyl Pyrophosphate Substrate alternate location
Lanosterol Demethylase 5AJR VT-1161 Inhibitor Split from Heme
Lanosterol Demethylase 3ZG3 UDD Inhibitor Split from Heme
Lanosterol Demethylase 3ZG2 UDO Inhibitor Split from Heme
Lanosterol Demethylase 3KSW VNF Inhibitor Split from Heme
Lanosterol Demethylase 2WX2 Fluconazole Inhibitor Split from Heme
Lanosterol Demethylase 3KHM Fluconazole Inhibitor Split from Heme
Lanosterol Demethylase 2WUZ Fluconazole Inhibitor Split from Heme
Lanosterol Demethylase 3K1O Posaconazole Inhibitor Split from Heme

Table S4. Parasitemia inhibition percentage over the time

Drug 2 horas 4 horas 6 horas 6 horas
(100 mg/kg) Ninoa INC-5 Ninoa INC-5 Ninoa INC-5 Ninoa INC-5

Ciprofloxacin 100 100 50 75 33.3 62.5 33.3 56.2
Naproxen 100 100 71 85.7 28.5 71.4 14.2 57.1
Folic acid 100 100 71 50 42.8 33.3 42.8 33.3

Nifurtimox 100 100 50 66.6 27.0 55.5 22.2 27.7
Negative control 100 100 100 100 100 100 100 100
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