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Fig. 1 (a) Synthetic routes for the dye series. 
(b) Structures of the series of dyes used in this work



4Fig. 2 Solution-state quantum yields for the series of dyes in a range
of different solvents, calculated via a reference method.

Fig. 3 Solid-state quantum yields for the dye series, measured by an
absolute method using an integrating sphere.
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Fig. 4 Crystal structures of HMAM, BzMAM, Bz2MAM, and Bz3MAM overlaid with 
CAM-B3LYP/6-311G(d,p) gradient isosurfaces with s = 0.5 and
a blue–green–red colour scale from 0.05 <p sign(λ2) <0.05 au 

非共价相互作用 (NCI)
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Fig. 5 HOMO isosurfaces of the benzyl MAM dye series and the sum
of the natural population charges of the p-conjugated structure in the
aminomaleimide ring (QNBO1).

Fig. 6 A solution of
Bz3MAM in dioxane was titrated with water, resulting in an increase in
fluorescence upon precipitation of the dye molecule.
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Fig. 7 Solid-state quantum yields of the dyes before and following
incorporation into different polymer matrices.

Fig. 8 Visualisations of carbonyl–phenyl interactions for the dye
series. 每种染料聚乙二醇 (PEG) 滴铸形成染料掺杂粉末
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Fig. 9 Jablonski diagram showing proposed mechanism allowing
rigidochromic behaviour in Bz3MAM. 
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