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This section includes: 

 

 8-((Butylimino)Methyl)-1,3,5,7-Tetramethyl-Pyrromethene Fluoroborate (2) 1H-NMR 

spectrum (page S3). 

 8-((Butylimino)Methyl)-1,3,5,7-Tetramethyl-Pyrromethene Fluoroborate (2) 13C-NMR 

spectrum (page S4). 

 8-((Butylamino)Methyl)-1,3,5,7-Tetramethyl-Pyrromethene Fluoroborate (2a) 1H-

NMR spectrum (page S5). 

 8-((Butylamino)Methyl)-1,3,5,7-Tetramethyl-Pyrromethene Fluoroborate (2a) 13C-

NMR spectrum (page S6). 

 8-Vinyl-1,3,5,7-Tetramethyl-Pyrromethene Fluoroborate (3) 1H-NMR spectrum (page 

S7). 

 8-Vinyl-1,3,5,7-Tetramethyl-Pyrromethene Fluoroborate (3) 13C-NMR spectrum (page 

S8). 

 8-Ethyl-1,3,5,7-Tetramethyl-Pyrromethene Fluoroborate (3a) 1H-NMR spectrum (page 

S9). 

 8-Ethyl-1,3,5,7-Tetramethyl-Pyrromethene Fluoroborate (3a) 13C-NMR spectrum (page 

S10). 

 Complete Reference 24 
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 Figure S1. DFT-derived molecular orbitals at the B3LYP/6-31(g) level with an applied 

polarizable continuum model solvation of acetonitrile for compounds 1 and 2 at the 

ground state and excited state optimized structures. (page S11) 

 Figure S2. Calculated energy diagram of 1 (top panel) and 2 (bottom panel) at the 

B3LYP/6-31g(d) level with an applied polarizable continuum model solvation of 

acetonitrile. Ground state (left) and excited state (right) optimized geometries shown. 

(page S11) 

 Figure S3. Calculated energy diagram of 2-Formyl-1,3,5,7-Tetramethyl-Pyrromethene 

Fluoroborate (top-left panel), 2-Vinyl-1,3,5,7-Tetramethyl-Pyrromethene Fluoroborate 

(top-left panel), 3-Formyl-1,5,7-Trimethyl-Pyrromethene Fluoroborate (bottom-left 

panel) and 3-Vinyl-1,5,7-Trimethyl-Pyrromethene Fluoroborate (bottom-left panel) at 

the B3LYP/6-31g(d) level with an applied polarizable continuum model solvation of 

acetonitrile. Ground state (left) and excited state (right) optimized geometries shown. 

(page S12) 
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Figure S1. DFT-derived molecular orbitals at 

the B3LYP/6-31(g) level with an applied 

polarizable continuum model solvation of 

acetonitrile for compounds 1 and 2 at the 

ground state and excited state optimized 

structures.  

 

Figure S2. Calculated energy diagram of 1 

(top panel) and 2 (bottom panel) at the 

B3LYP/6-31g(d) level with an applied 

polarizable continuum model solvation of 

acetonitrile. Ground state (left) and excited 

state (right) optimized geometries shown. 
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Figure S3. Calculated energy diagram of 2-Formyl-1,3,5,7-Tetramethyl-Pyrromethene 

Fluoroborate (top-left panel), 2-Vinyl-1,3,5,7-Tetramethyl-Pyrromethene Fluoroborate (top-left 

panel), 3-Formyl-1,5,7-Trimethyl-Pyrromethene Fluoroborate (bottom-left panel) and 3-Vinyl-

1,5,7-Trimethyl-Pyrromethene Fluoroborate (bottom-left panel) at the B3LYP/6-31g(d) level 

with an applied polarizable continuum model solvation of acetonitrile. Ground state (left) and 

excited state (right) optimized geometries shown. 


