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1. NMR and Mass spectra of (3a-3l, 6a-6r)
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Figure. S1.'H, 3C NMR spectra of Benzamide 3a
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Figure. S2. ESI-HRMS spectra of Benzamide 3a



00°0-—

0LE~
vees

s'v—

'S —

[4-W'4
vS'L
9S°L
19°L~
€9°L
S9°L
18°L
€8°L

106~
£0'6

MKG-454
1H

| 1LLJL

A%
=N

faRaRal

8.0

0°€E
9°C

88T

FE6°0

=880

6.0 5.0 4.0 3.0 2.0 1.0 0.0 -1.0
f1 (ppm)

7.0

10.0 9.0

11.0

£L8'8E —

S9'6V
£9'0S

LT°96 —

[4 4141

9T'9¢CT /
NQ.NNA%
6E°6CT ~

¢S'IET
0L'TET

S6'SYT —
¢6°€9T \

08'p9T
959t/

mkg-454

13C

O O

P

-10

30 20 10

40

60 50

70

170 150 130 110 90 80
f1 (ppm)

190

210

Figure. S3. *H, *3C NMR spectra Of indolinone 6a
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Figure. S5. *H, 13C NMR spectra Of indolinone 6b
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Figure. S7. 'H, *3C NMR spectra of indolinone 6¢
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Figure. S36. ESI-HRMS spectra of indolinone 6m
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2. X-ray studies of single crystal of indolinone (6a)

Crystal of indolinone(6a) was obtained in solvent mixture ethylacetate and

hexane by slow evaporation method. The crystal data was collected on a Rigaku Oxford

diffractometer at 293 K. Selected data collection parametersand other crystallographic results

are summarized below. The program package SHELXTL1and Olex2 was used for structure

solution.

Table S1. Crystal data and structure refinement for Isoindolinone 6a (CCDC with reference

number 2098113).

Identification code
Empirical formula
Formula weight
Temperature/K

Crystal system

Space group

alA

b/A

c/A

a/°

pr°

y/°

Volume/A3

Z

Pcalcglcm3

w/mm?

F(000)

Crystal size/mm?
Radiation

20 range for data collection/°
Index ranges

Reflections collected
Independent reflections
Data/restraints/parameters
Goodness-of-fit on F?
Final R indexes [[>=2c (1)]
Final R indexes [all data]
Largest diff. peak/hole / e A

NKS_MKG_454B
C14H13NOs

275.25

301(3)

monoclinic

P21/c

11.9576(3)

13.9570(3)

8.15414(18)

90

105.587(2)

90

1310.81(5)

4

1.395

0.903

576.0

0.02 x 0.02 x 0.001

CuKo (A = 1.54184)

7.676 to 150.506
-15<h<15,-17<k<17,-6<1<9
10426

2602 [Rint = 0.0328, Rsigma = 0.0268]
2602/0/184

1.080

R:1 =0.0386, wR2> = 0.1123
R1 =0.0420, wR2 = 0.1155
0.23/-0.15






Figure. S61. ORTEP Diagram of indolinone(6a) [ellipsoid contour probability: 50%].









