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1H and 13C NMR spectra of compounds 4, 6a-n
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Figure S1: 1H NMR spectrum of 2-allyl-6-bromo-benzo[de]isoquinoline-1,3-dione (4)
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Figure S2: 13C NMR spectrum of 2-allyl-6-bromo-benzo[de]isoquinoline-1,3-dione (4)
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Figure S3: 1H NMR spectrum of of 2-allyl-6-piperidin-1-yl-benzo[de]isoquinoline-1,3-dione (6a)
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Figure S4: 13C NMR spectrum of 2-allyl-6-piperidin-1-yl-benzo[de]isoquinoline-1,3-dione (6a)
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Figure S5: 1H NMR spectrum of 2-allyl-6-morpholin-4-yl-benzo[de]isoquinoline-1,3-dione (6b)
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Figure S6: 13C NMR spectrum of 2-allyl-6-morpholin-4-yl-benzo[de]isoquinoline-1,3-dione (6b)
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Figure S7: 1H NMR spectrum of 2-allyl-6-pyrrolidin-1-yl-benzo[de]isoquinoline-1,3-dione (6c)
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Figure S8: 13C NMR spectrum of 2-allyl-6-pyrrolidin-1-yl-benzo[de]isoquinoline-1,3-dione (6c)
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Figure S9: 1H NMR spectrum of 2-allyl-6-(4-amino-phenylsulfanyl)-benzo[de]isoquinoline-1,3-dione (6d)
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Figure S10: 13C NMR spectrum of 2-allyl-6-(4-amino-phenylsulfanyl)-benzo[de]isoquinoline-1,3-dione (6d)
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Figure S11: 1H NMR spectrum of 2-allyl-6-(2-amino-phenylsulfanyl)-benzo[de]isoquinoline-1,3-dione (6e)
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Figure S12: 13C NMR spectrum of 2-allyl-6-(2-amino-phenylsulfanyl)-benzo[de]isoquinoline-1,3-dione (6e)
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Figure S13: 1H NMR spectrum of 2-allyl-6-(3-hydroxy-pyridin-2-ylamino)-benzo[de]isoquinoline-1,3-dione 
(6f)
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Figure S14: 13C NMR of spectrum 2-allyl-6-(3-hydroxy-pyridin-2-ylamino)-benzo[de]isoquinoline-1,3-dione 
(6f)
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Figure S15: 1H NMR spectrum of 2-allyl-6-(5-bromo-pyridin-2-ylamino)-benzo[de]isoquinoline-1,3-dione (6g)
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Figure S16: 13C NMR spectrum of 2-allyl-6-(5-bromo-pyridin-2-ylamino)-benzo[de]isoquinoline-1,3-dione 
(6g)
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Figure S17: 1H NMR spectrum of 2-allyl-6-(2-hydroxy-ethylamino)-benzo[de]isoquinoline-1,3-dione (6h)
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Figure S18: 13C NMR spectrum of 2-allyl-6-(2-hydroxy-ethylamino)-benzo[de]isoquinoline-1,3-dione (6h)
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Figure S19: 1H NMR spectrum of 2-allyl-6-allylamino-benzo[de]isoquinoline-1,3-dione (6i)
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Figure S20: 13C NMR spectrum of 2-allyl-6-allylamino-benzo[de]isoquinoline-1,3-dione (6i)
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Figure S21: 1H NMR spectrum of 2-allyl-6-propylamino-benzo[de]isoquinoline-1,3-dione (6j)

N OO

HN

Figure S22: 13C NMR spectrum of 2-allyl-6-propylamino-benzo[de]isoquinoline-1,3-dione (6j)
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Figure S23: 1H NMR spectrum of 2-allyl-6-butylamino-benzo[de]isoquinoline-1,3-dione (6k)
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Figure S24: 13C NMR spectrum of 2-allyl-6-butylamino-benzo[de]isoquinoline-1,3-dione (6k)
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Figure S25: 1H NMR spectrum of 2-allyl-6-pentylamino-benzo[de]isoquinoline-1,3-dione (6l)
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Figure S26: 13C NMR spectrum of 2-allyl-6-pentylamino-benzo[de]isoquinoline-1,3-dione (6l)
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Figure S27: 1H NMR spectrum of 2-allyl-6-hexylamino-benzo[de]isoquinoline-1,3-dione (6m)
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Figure S28: 13C NMR spectrum of 2-allyl-6-hexylamino-benzo[de]isoquinoline-1,3-dione (6m)
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Figure S29: 1H NMR spectrum of 2-allyl-6-octylamino-benzo[de]isoquinoline-1,3-dione (6n)
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Figure S30: 13C NMR spectrum of 2-allyl-6-octylamino-benzo[de]isoquinoline-1,3-dione (6n)
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60 human cancer cell line results of compound 6b at five dose concentrations 

Figure S31 National Cancer Institute developmental therapeutics program in-vitro testing results of compound 
6b at five dose level in µM

Figure S32 National Cancer Institute developmental therapeutics program in-vitro testing results of compound 
6b at five dose level in µM.
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Figure S33 National Cancer Institute developmental therapeutics program in-vitro testing results of compound 
6b at five dose level in µM.

Figure S34 Five dose assay graph of compound 6b against nine panel cancer cell line at NCI
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Figure S35 EtBr indicator displacement assay to show reversibility of compound 6b:DNA 

binding

Figure S36 Effect of incremental addition of compound 6b on EtBr:DNA complex

Molecular Modelling (Docking): Coordinates from the X-ray crystal structure of DNA (pdb 

ID 1BNA) were taken from the RCSB Protein Data Bank. Compounds were constructed with 

the builder toolkit of the software package ArgusLab 4.0.1 (www.arguslab.com) and energy 

minimized using the semiempirical quantum mechanical method PM3. The DNA structure 

was chosen, and the active site was defined around the ligand. The molecule to be docked in 

the DNA was inserted into the work space carrying the structure of the enzyme. The docking 

program implements an efficient grid-based docking algorithm, which approximates an 

exhaustive search within the free volume of the binding site cavity. The conformational space 

was surveyed by the geometry optimization of the flexible ligand (rings are treated as rigid) 

in combination with the incremental construction of the ligand torsions. Thus, docking 

occurred between the flexible ligand parts of the compound and DNA. The ligand orientation 

was determined by a shape scoring function based on Ascore and the final positions were 

ranked by lowest interaction energy values. Van der Waal’s and hydrophobic interactions 

between the compound and DNA were explored.


