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Copies of 1H and 13C NMR spectra 

 

(E)-1-(1-(3,4-diethoxyphenyl)-8,9-diethoxy-5,6-dihydropyrrolo[2,1-a]isoquinolin-2-yl)-N-(4-

methoxyphenyl)methanimine 

1H NMR (600 MHz, CDCl3) 
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13C NMR (150 MHz, CDCl3) 

 

 

 

 

  



S4 
 

 

 

(E)-1-(1-(3,4-diethoxyphenyl)-8,9-diethoxy-3-phenyl-5,6-dihydropyrrolo[2,1-a]isoquinolin-2-yl)-N-(4-

methoxyphenyl)methanimine 

1H NMR (600 MHz, CDCl3) 
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13C NMR (150 MHz, CDCl3) 
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(E)-1-(1-(4-chlorophenyl)-8,9-dimethoxy-5,6-dihydropyrrolo[2,1-a]isoquinolin-2-yl)-N-(4-

methoxyphenyl)methanimine 

1H NMR (600 MHz, CDCl3) 
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13C NMR (150 MHz, CDCl3) 
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(E)-1-(1-(4-chlorophenyl)-8,9-dimethoxy-3-phenyl-5,6-dihydropyrrolo[2,1-a]isoquinolin-2-yl)-N-(4-

methoxyphenyl)methanimine 

1H NMR (600 MHz, CDCl3) 
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13C NMR (150 MHz, CDCl3) 
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(E)-1-(1-(4-fluorophenyl)-8,9-dimethoxy-5,6-dihydropyrrolo[2,1-a]isoquinolin-2-yl)-N-(4-

methoxyphenyl)methanimine 

1H NMR (600 MHz, CDCl3) 
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13C NMR (150 MHz, CDCl3) 
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(E)-1-(1-(4-fluorophenyl)-8,9-dimethoxy-3-phenyl-5,6-dihydropyrrolo[2,1-a]isoquinolin-2-yl)-N-

(4-methoxyphenyl)methanimine 

1H NMR (600 MHz, CDCl3) 
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13C NMR (150 MHz, CDCl3) 
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1H NMR (400 MHz, DMSO-d6) 
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(1E,1'E)-N,N'-(1,4-phenylene)bis(1-(1-(3,4-diethoxyphenyl)-8,9-diethoxy-

5,6-dihydropyrrolo[2,1-a]isoquinolin-2-yl)methanimine) 
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13C NMR (150 MHz, DMSO-d6) 
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1H NMR (600 MHz, CDCl3) 
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(1E,1'E)-N,N'-(1,4-phenylene)bis(1-(1-(3,4-diethoxyphenyl)-8,9-diethoxy-

5,6-dihydropyrrolo[2,1-a]isoquinolin-2-yl)methanimine)-1,4-diaminium 

dichloride 
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13C NMR (150 MHz, DMSO-d6) 
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1H NMR (600 MHz, CDCl3) 
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(1E,1'E)-N,N'-(1,4-phenylene)bis(1-(1-(4-chlorophenyl)-8,9-dimethoxy-5,6-

dihydropyrrolo[2,1-a]isoquinolin-2-yl)methanimine) 
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13C NMR (150 MHz, DMSO-d6) 
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1H NMR (400 MHz, DMSO-d6) 
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(1E,1'E)-N,N'-(1,4-phenylene)bis(1-(1-(4-chlorophenyl)-8,9-dimethoxy-3-

phenyl-5,6-dihydropyrrolo[2,1-a]isoquinolin-2-yl)methanimine) 
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13C NMR (150 MHz, DMSO-d6) 
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1H NMR (400 MHz, DMSO-d6) 
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(1E,1'E)-N,N'-(1,4-phenylene)bis(1-(1-(3,4-diethoxyphenyl)-8,9-diethoxy-

5,6-dihydropyrrolo[2,1-a]isoquinolin-2-yl)methanimine)-1,4-diaminium 

dichloride 
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13C NMR (150 MHz, DMSO-d6) 
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1H NMR (600 MHz, CDCl3) 
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(E)-3-(((1-(3,4-diethoxyphenyl)-8,9-diethoxy-5,6-dihydropyrrolo[2,1-

a]isoquinolin-2-yl)methylene)amino)-N,N-dimethylpropan-1-amine 
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13C NMR (150 MHz, DMSO-d6) 
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1H NMR (600 MHz, DMSO-d6) 
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(E)-N1-((1-(3,4-diethoxyphenyl)-8,9-diethoxy-5,6-dihydropyrrolo[2,1-

a]isoquinolin-2-yl)methylene)-N3,N3-dimethylpropane-1,3-diaminium 

chloride 
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13C NMR (150 MHz, DMSO-d6) 
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1H NMR (600 MHz, CDCl3) 
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N1-((1-(3,4-diethoxyphenyl)-8,9-diethoxy-5,6-dihydropyrrolo[2,1-

a]isoquinolin-2-yl)methyl)-N1,N2-dimethylethane-1,2-diamine 
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13C NMR (150 MHz, DMSO-d6) 
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1H NMR (600 MHz, DMSO-d6) 
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2-(((1-(3,4-diethoxyphenyl)-8,9-diethoxy-5,6-dihydropyrrolo[2,1-

a]isoquinolin-2-yl)methyl)(methyl)amino)-N-methylethan-1-aminium 

(E)-3-carboxyacrylate 
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13C NMR (150 MHz, DMSO-d6) 

 

 

 

 

  



S32 
 

 

 

1H NMR (600 MHz, DMSO-d6) 
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18
(1E,2E)-1,2-bis((1-(3,4-diethoxyphenyl)-8,9-diethoxy-5,6-

dihydropyrrolo[2,1-a]isoquinolin-2-yl)methylene)hydrazine 
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13C NMR (150 MHz, DMSO-d6) 
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1H NMR (600 MHz, CDCl3) 
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(1E,1'E)-N,N'-(ethane-1,2-diyl)bis(1-(1-(3,4-diethoxyphenyl)-8,9-

diethoxy-5,6-dihydropyrrolo[2,1-a]isoquinolin-2-yl)methanimine) 
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13C NMR (150 MHz, DMSO-d6) 
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Multi-fingerprint Similarity Search aLgorithm (MuSSeL) outputs 

Methods 

The Multi-fingerprint Similarity Search aLgorithm (MuSSeL) is released as a ligand-based predictive web 

server to find putative protein drug targets of new conceived small molecules or to repurpose existing bioactive 

compounds [1, 2]. Predictions are computed by screening a collection including 611333 small molecules 

provided with high quality experimental bioactivity data covering 3357 protein drug targets, which were 

rationally selected from the latest release of ChEMBLdb (version 25, March 2019) [3]. Upon the request of a 

free licence, MuSSeL is publicly available at http://mussel.uniba.it:5000/. 

MuSSeL has been interrogated to prioritize targets and biological activities of unsubstituted Schiff bases of 

5,6-dihydro-1-phenylpyrrolo[2,1-a]isoquinoline (DHPPIQ) 2-carbaldehyde (Figure S1). 

 

Figure S1. Core structure (DHPPIQ) and Schiff bases’ scaffolds examined by MuSSeL. 
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OUTPUTS 
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