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Figure S1: 'H-NMR spectrum of SEMISCAD (I) and p-TOLUSCAD (II)
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Figure S2: *C-NMR spectrum of SEMISCAD (I) and p-TOLUSCAD (II) showing assignment of chemical shift.

SEMISCAD

s

J

[SEMISCAD-H]*

J

[p-TOLUSCAD-H]*
Figure S3: LUMO electron density isosurfaces of neutral and protonated species of SEMISCAD and p-TOLUSCAD
(in the gas phase).




