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Figure S1. Experimental CVSF of 2 obtained by LPSVD (black dashed line) is compared with the
calculated CVSFs of the keto (red) and enol (blue) isomers in the excited state. Because the keto
isomer is the only species stable in the excited state, the OH bond length was fixed to that of the
enol isomer in the ground state. The widths of the peaks in the experimental and calculated CVSFs
are set to 5 cm™! arbitrarily.
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Figure S2. '"H NMR of 1.
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Figure S3. °C NMR of 1.
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Figure S4. '"H NMR of 2.
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Figure S5. °C NMR of 2.
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Figure S6. 'H NMR of 3.



m w ~ o o~ W un m T

o w ~ m oy m ~ ™~ -

& 5 5 88 i g @
]
} ‘ |
I

I B S e e e e e e I L e e S e e e L e B e e e e R |
ppm 180 160 140 120 100 80 60 40 20

Figure S7. °*C NMR of 3.



o
=3
= o Ll
= ™ ™
O\ N N N
| }
) ‘}A_I
I}
— (zl=
? o
Y —
e e
£ ailm
T T T T T T T T T T T T T T T T T T T T T T T T T T P T T T T e e e e e e
opm 14 12 10 8 6 4 2 0

Figure S8. 'H NMR of 4.
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Figure S9. °C NMR of 4.



