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Figure S1. The docking pose of 7a and 7b in an active site of FXa. A methyl group in PQD of 7b (purple 
carbon atoms) distorts the plane formed by thioxothiazolidineone and the scaffold which is observed for 
7a (blue carbon atoms). The distorted position of thioxothiazolidineone hinders favorable pi-pi 
interactions with Tyt99/Phe174. 
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Figure S2. The docking pose of 9a (yellow carbon atoms) and 9c (blue carbon atoms) in an active site of 
FXIa. The small distance between the scaffold of presented ligands near C9 position and Lys192 does not 
allow introducing bulky substituents at C9. Spheres based on van der Waals radii show this small 
distance between a fluorine atom of (a blue sphere) 9c and a hydrogen atom of Lys192 (a gray sphere). 
Because of steric hindrance, 9a cannot reproduce the binding mode of 9c. 
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1H, 13C NMR spectra and data of HPLC-MS-ESI analysis of PQ 7 

(Z)-2-thioxo-5-(4,4,6-trimethyl-2-oxo-6-phenyl-2,4,5,6-tetrahydro-1H-pyrrolo[3,2,1-ij]quinolin-1-ylidene)thiazolidin-4-one 7a 
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(Z)-5-(4,4,6,9-tetramethyl-2-oxo-6-phenyl-2,4,5,6-tetrahydro-1H-pyrrolo[3,2,1-ij]quinolin-1-ylidene)-2-thioxothiazolidin-4-one 7b 
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(Z)-5-(6-(4-chlorophenyl)-4,4,6,8-tetramethyl-2-oxo-2,4,5,6-tetrahydro-1H-pyrrolo[3,2,1-ij]quinolin-1-ylidene)-2-thioxothiazolidin-

4-one 7c 
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1H, 13C NMR spectra and data of HPLC-MS-ESI analysis of PQD 14 

Ethyl 4-((8-methoxy-4,4-dimethyl-1,2-dioxo--2,4-dihydro-1H-pyrrolo[3,2,1-ij]quinolin-6-yl)methyl)piperazine-1-carboxylate 14a 
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8-Methoxy-4,4-dimethyl-6-((4-phenylpiperazine-1-yl)methyl)-1H-pyrrolo[3,2,1-ij]quinolin-1,2(4H)-dione 14b 
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Ethyl 4-((8-fluoro-4,4-dimethyl-1,2-dioxo-2,4-dihydro-1H-pyrrolo[3,2,1-ij]quinolin-6-yl)methyl)piperazine-1-carboxylate 14c 
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6-((4-benzo[d][1,3]dioxol-5-ylmethyl)piperazine-1-yl)methyl)-8-methoxy-4,4-dimethyl-1H-pyrrolo[3,2,1-ij]quinolin-1,2(4H)-dione 

14d 
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6-((4-(4-fluorophenyl)piperazine-1-yl)methyl)-8-methoxy-4,4-dimethyl-1H-pyrrolo[3,2,1-ij]quinolin-1,2(4H)-dione 14e 
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6-((4-benzo[d][1,3]dioxol-5-ylmethyl)piperazine-1-yl)methyl)-8-fluoro-4,4-dimethyl-1H-pyrrolo[3,2,1-ij]quinolin-1,2(4H)-dione 

14f 
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1H, 13C NMR spectra and data of HPLC-MS-ESI analysis of PQ 9 

(Z)-Ethyl 4-((8-methoxy-4,4-dimethyl-2-oxo-1-(4-oxo-2-thioxothiazolidin-5-ylidene)-2,4-dihydro-1H-pyrrolo[3,2,1-ij]quinolin-6-

yl)methyl)piperazine-1-carboxylate 9a 
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(Z)-5-(8-methoxy-4,4-dimethyl-2-oxo-6-((4-phenylpiperazin-1-yl)methyl)-2,4-dihydro-1H-pyrrolo[3,2,1-ij]quinolin-1-ylidene)-2-

thioxothiazolidin-4-one 9b 
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(Z)-Ethyl 4-((8-fluoro-4,4-dimethyl-2-oxo-1-(4-oxo-2-thioxothiazolidin-5-ylidene)-2,4-dihydro-1H-pyrrolo[3,2,1-ij]quinolin-6-

yl)methyl)piperazine-1-carboxylate 9c 
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(Z)-5-(6-((4-(benzo[d][1,3]dioxol-5-ylmethyl)piperazin-1-yl)methyl)-8-methoxy-4,4-dimethyl-2-oxo-2,4-dihydro-1H-pyrrolo[3,2,1-

ij]quinolin-1-ylidene)-2-thioxothiazolidin-4-one 9d 
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(Z)-5-(6-((4-(4-fluorophenyl)piperazin-1-yl)methyl)-8-methoxy-4,4-dimethyl-2-oxo-2,4-dihydro-1H-pyrrolo[3,2,1-ij]quinolin-1-

ylidene)-2-thioxothiazolidin-4-one 9e 
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(Z)-5-(6-((4-(benzo[d][1,3]dioxol-5-ylmethyl)piperazin-1-yl)methyl)-8-fluoro-4,4-dimethyl-2-oxo-2,4-dihydro-1H-pyrrolo[3,2,1-

ij]quinolin-1-ylidene)-2-thioxothiazolidin-4-one 9f 
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