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'H, 3C NMR spectra
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Fig. S1. *H-NMR-spectrum of compound 1a (500 MHz, acetone-ds)
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Fig. S2. ¥*C-NMR-spectrum of compound 1a (126 MHz, acetone-de)

S2



|
I [l i r ‘
| | I‘ J' !'I |
ONC CN
H5CO CN
CN
HO
| |
| M ] |
A M \ I AN L‘L
T b I T iy ¥ T
lE;.EI 9:5 S‘ZU 8:5 S.IEI ?.IS ?:EI 6:5 6.‘EI 5.‘5 5:EI 4C5 4:U 3:5 3.IEI 2:5 E.IEI l.IS 1.‘EI U.‘S EICEI
ppm
Fig. S3. 'H-NMR-spectrum of compound 1b (400 MHz, acetone-dg)
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Fig. S4. 3C-NMR-spectrum of compound 1b (101 MHz, acetone-ds)
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Fig. S5. 'H-NMR-spectrum of compound 1c¢ (500 MHz, acetone-ds)
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Fig. S6. *C-NMR-spectrum of compound 1c¢ (101 MHz, acetone-ds)
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Fig. S8. 3C-NMR-spectrum of compound 1d (101 MHz, acetone-ds)

S5

I} o 38 3 RESEBE 3 oz m -
8 Bk B® g =nudsg R = 7 3
(. [ | | =& | I
o) ONC CN
CN
MeO
CN
HO
210 200 190 180 170 160 150 140 130 120 110 100 an 80 70 60 50 40 30 20 10 0
ppm



(=1 ™o wnm o wsEm MmN —ooEmo P2 r un T [ E=F-2
= - =3 L R mmmEEEE ST 2=
- @@ o I - T L R
| v A - e =" WA

ONC CN
CN

CN
HO

205 = [;_
r‘::——___
&

088 =
200 = L
086 —=
092 =

T T L T T T T T T T T T T T T T T T

1z0 115 110 105 10.0 9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 25 2.0 15 1.0 0.5
ppm
Fig. S9. 'H-NMR-spectrum of compound 1e (500 MHz, acetone-ds)
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Fig. S10. BC-NMR-spectrum of compound 1e (101 MHz, acetone-ds)
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Fig. S11. *H-NMR-spectrum of compound 2b (400 MHz, DMSO-ds)
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Fig. S12. 3C-NMR-spectrum of compound 2b (101 MHz, DMSO-d¢)
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Fig. S13. *H-NMR-spectrum of compound 2¢ (400 MHz, DMSO-ds)
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Fig. S14. 3C-NMR-spectrum of compound 2¢ (101 MHz, DMSO-d)
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Fig. S15. *H-NMR-spectrum of compound 2d (400 MHz, DMSO-ds)
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Fig. S16. C-NMR-spectrum of compound 2d (101 MHz, DMSO-de)
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Kinetic study for the transformation of 2a-C5 into 2a-Q
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Fig. S17. Kinetic curve for the paper dyed with 2a and treated with pyrrolidine vapors
(25°C)
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