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1. Experimental

1.1 Preparation of Substrates
General procedure for the preparation of 1a-1o
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A MeOH solution of ortho-nitroaniline derivatives (0.5 mmol) was added Pd/C
(200 mg). The reaction was filled up with H, and stirred for 10 h. The mixture was
filtered to recycle the catalyst and solvent was evaporated in vacuo. The residue was
purified by silica-gel column chromatography with CH,Cl, as an eluent.
Recrystallization from CH,Cl,/Hexane gave the white solid 1.

1.2 Additional synthesis of 2k, 21 and 2n
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In a 25 mL vial along with a stirring bar, to a mixture of 1 (1.0 mmol) in CH,Cl,
(50 mL) under N,. TFA (0.5 mmol) was added to the mixture and the reaction was
stirred at RT for additional 1 h. The reaction mixture was washed with water; dried
over anhydrous Na,SO, and evaporated in vacuo. The residue was purified by silica-
gel column chromatography with CH,Cl,/PE as an eluent. Recrystallization from
CH,Cl,/Hexane gave the white solid 2.(2k, 25%; 21, 34%; 2n, 23%)

1.3 Additional synthesis of 2h
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In a 25 mL vial along with a stirring bar, to a mixture of 4 (1.0 mmol) in CH,Cl,
(50 mL) under N,. TFA (0.5 mmol) was added to the mixture and the reaction was
stirred at RT for additional 1 h. The reaction mixture was washed with water; dried
over anhydrous Na,SO, and evaporated in vacuo. The residue was purified by silica-
gel column chromatography with CH,CIl,/PE as an eluent. Recrystallization from

CH,Cl,/Hexane gave the white solid 2h (96%).



2. Spectra of compounds
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Figure S1. 'H and '3C NMR spectra of 2a in MeOD.
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Figure S2. 'H and '3C NMR spectra of 2b in DMSO-d.
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Figure S3. 'H and '3C NMR spectra of 2¢ in DMSO-d.



11 10 9 8 T 6

5 4 3 2 1 ppm

210 200 190 180 170 160 150 140 130 120 110 10

»

T T T T T T T
0 90 80 70 60 50 40 30 20 10 O ppm

Figure S4. 'H and '3C NMR spectra of 2d in MeOD.
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Figure S5. 'H and '3C NMR spectra of 2e in CDCl;.
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Figure S6. 'H and '3C NMR spectra of 2f in CDCl;.
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Figure S7. 'H and '3C NMR spectra of 2g in CDCls;.
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Figure S8. 'H and '3C NMR spectra of 2h in DMSO-d.
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Figure S9. 'H and 13C NMR spectra of 2i in DMSO-dj.
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Figure S10. 'H and '3C NMR spectra of 2j in DMSO-d.
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Figure S11. 'H and '3C NMR spectra of 2k in DMSO-d.
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Figure S12. 'H and '3C NMR spectra of 21 in DMSO-dg.
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Figure S13. 'H and '3C NMR spectra of 2m in DMSO-d.
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Figure S14. 'H and '3C NMR spectra of 2n in CDCls.
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Figure S15. 'H and '3C NMR spectra of 20 in DMSO-d.

SRSV O W o 111/



gEL”
[AY A
TLL®

08"

¥8Z°
ZEF”
9EF”
0LG"
PLS”

ppm

j

o

/

e |

f

Nt

o

.l

B R R S N ]
o

N NN

,

NV

el ad el

10

11

GTEE—

¥0°92 —
1Z°ER
L9°9L
mm.mmv
0E" LL
¥O*ZTT
ETETT =
et
£b°L2T
SETEET
EAET A
5P Z9T—

70 60

Figure S16. 'H and '3C NMR spectra of 2p in CDCls.
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Figure S17. 'H and '3C NMR spectra of 4 in CDCls.



