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S1. LCMS spectrum of 2-benzyl-3-(1H-indol-3-yl)isoindolin-1-one (4a).
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S2. 'H NMR spectrum of 2-benzyl-3-(1H-indol-3-yl)isoindolin-1-one (4a) in
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S3. BC NMR spectrum of 2-benzyl-3-(1H-indol-3-yl)isoindolin-1-one (4a)
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S4. LCMS spectrum of 3-(1H-indol-3-yl)-2-(4-methoxybenzyl)isoindolin-1-one (4b).
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S5. 'H NMR spectrum of 3-(1H-indol-3-yl)-2-(4-methoxybenzyl)isoindolin-1-one (4b)

in DMSO-ds.
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$6. 3C NMR spectrum of 3-(1H-indol-3-yl)-2-(4-methoxybenzyl)isoindolin-1-one (4b)

in DMSO-ds.
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S7. LCMS spectrum of 2-(4-chlorobenzyl)-3-(1H-indol-3-yl)isoindolin-1-one (4c).
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S8. 'H NMR spectrum of 2-(4-chlorobenzyl)-3-(1H-indol-3-yl)isoindolin-1-one (4c) in

DMSO-ds.
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S9. ¥C NMR spectrum of 2-(4-chlorobenzyl)-3-(1H-indol-3-yl)isoindolin-1-one (4c)

in DMSO-ds.
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S10. LCMS spectrum of 2-(4-fluorophenethyl)-3-(1H-indol-3-yl)isoindolin-1-one
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S11. *H NMR spectrum of 2-(4-fluorophenethyl)-3-(1H-indol-3-yl)isoindolin-1-one

(4d) in DMSO-ds.
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S12. *C NMR spectrum of 2-(4-fluorophenethyl)-3-(1H-indol-3-yl)isoindolin-1-one
(4d) in DMSO-ds.
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S13.

LCMS

spectrum

2-(3,4-dimethoxyphenethyl)-3-(1H-indol-3-yl)isoindolin-1-one (4e).
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S14.

' NMR

spectrum

2-(3,4-dimethoxyphenethyl)-3-(1H-indol-3-yl)isoindolin-1-one (4e) in DMSO-d.
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S15. B¢ NMR spectrum of
2-(3,4-dimethoxyphenethyl)-3-(1H-indol-3-yl)isoindolin-1-one (4e) in DMSO-d.
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S16. LCMS spectrum of 3-(1H-indol-3-yl)-2-(4-nitrophenethyl)isoindolin-1-one (4f).

ar
20121217-31 3: Diode Array
293 Range: 9.379e+1
6.0e+1
[ = 4.0e+1 0.34
0.40
2.0e+1
S -[ el — — SR —
0. e e e O T e e [ e e e e e e AR RaL
000 050 100 150 200 250 300 350 400 45 500 550 600
20121217-31 2: Scan ES-
298 TIC
1007 ) 2776
=
{0.04 559
70048 063097 446100150 189 22929 573 [|304 354,550 385 a5 479 5475 581 590
o Wbt i, Ao M,. WWMWMM,[ el qu ,,.,.,,,,,,,”,1,”.]"‘,[‘,
000 050 100 150 200 250 300 350 400 500 550 600
20121217-31 1: Scan ES+
297 TIC
100 4.23e7)
B
] 0.06 3835 g4
1 0.45 1.54 233 ] 355 519529548 i
O-frrriyre R L N s e R EE R SRR Sy AARSRREES R EY PR T T e 1ime
000 | 050 100 | 150 200 250 300 350 400 450 500 550 600
ar
20121217-31 3523 (2.935) 3: Diode Array
190,77 219.77 1.459
| ™
; \/
1.0+
- E I\
~ 3 \ 27277
5.0e-14 P
0.0-‘.-‘-.1”‘.1”,. . gy  Rmananans St crrrrretiaprrrrprerrresrrrrsaaprere e MAZ
100 125 150 175 200 225 250 275 300 325 350 375 400 425 450 475 500 525 550 575 600 625
20121217-31 405 (2.985) 2: Scan ES-
100~ 396.53 1.62¢6
] 2
397.29
] 97.69 433.45
0 115 9'5161 40469.84 _ 206.72 395771 < _459.77 miz
habilbuas S e LA T
100 125 150 175 200 205 250 275 300 325 350 375 400 425 450 475 500 525 550 575 600 625
20121217-31 405 (2.981) 1: Scan ES+
100 398.45 1.79¢7
=
] 399 45
1 439.49
| 261.48
ol 121.20 1533"13044 249.60 26116 < 30257 3g0.61 10049 | 44053 o7 64 5359356633 60381 ..
L L L e ey SR LN sre M. LA Ry
100 125 150 175 200 225 250 275 300 325 350 375 400 425 450 475 500 525 550 575 600 625

24



Electronic Supplementary Material (ESI) for Green Chemistry
This journal is © The Royal Society of Chemistry 2014

S17. *H NMR spectrum of 3-(1H-indol-3-yl)-2-(4-nitrophenethyl)isoindolin-1-one (4f)

in DMSO-ds.
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$18. 1*C NMR spectrum of 3-(1H-indol-3-yl)-2-(4-nitrophenethyl)isoindolin-1-one (4f)

in DMSO-ds.
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S19. LCMS spectrum of 2-(furan-2-ylmethyl)-3-(1H-indol-3-yl)isoindolin-1-one (4g).

27

dg
20121206-23 3: Diode Array
2.67 Range: 1.094e+2
8.0e+1]
6.0e+1]
o -3
e A
2.0e+1] 038
nn_;....,.q. e R BT Tl e e
000" ToE0 T1bo ko T 2o 2o T 3bo T 3Bo b 450 "sbo ko B0
2012120623 2: Scan ES-
2.70 TIc
100 2.83¢6
5‘4 ‘
524537561 sag
1.32 278 4.81
1 042048 g2 150 181 209248 256 | 320 355370 445 444
0 WWWMWP}%WW. L WWW "'W*"“H .me
000 oS0 1. 150 250 350 400 | 450 550 ' 6.00
2012120623 1: Scan ES+
270 Tic
1m_ 1.08e8
o “
o : SO ettt Time
000 0. "3bo Ta 4bo "ak0 | sbo | BBO | B.00
ig
20121206-23 3202 (2.668) 3: Diode Array
225.77 1.925
E| il
= IR
153 19977/
\/
] 10_;
= 3
5081 e
E Y
100 135150 175 200 255 5A0 375 300 335 3507 375 400 435 4bo ats 500 535 50 575 éb0 635
20121206-23 268 (2.708) 1: Scan ES+
100 25! 44 3.98e7
" ] 130.44 32941
1 : 262,44 |
30245 33041
132.44 212.28
] L 186. 364 Lzsg 2| f 39%;45 41617 440,89 520,65 551.37
LI B B e L S e B e e T ™rT +ry
T T M T T M AR T At M et S < M ST M T M e T e
20121206-23 367 (2.704)
100 327 .45
=
' 326.53
1 32953
113.20 177.48 28132 37288 e
TTTITTTT TTTTTT T TTTTTTT TTTTT ™7 T T T
100 125 150 175 200 225 250 275 300 311!5 350 3?5 200" 4257450 475 500 525 550 515 600 625




Electronic Supplementary Material (ESI) for Green Chemistry
This journal is © The Royal Society of Chemistry 2014

$20. *H NMR spectrum of 2-(furan-2-ylmethyl)-3-(1H-indol-3-yl)isoindolin-1-one (4g)

in DMSO-ds.
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S21. 3C NMR spectrum of 2-(furan-2-ylmethyl)-3-(1H-indol-3-yl)isoindolin-1-one

(4g9) in DMSO-ds.
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S22. LCMS spectrum of 3-(1H-indol-3-yl)-2-(pyridin-2-ylmethyl)isoindolin-1-one

4h
20121225-50-2 3: Diode Amray
. 206 Range: 8.44%9e+1
6.0e+1
40et1y  gag
2.0e+13 942
0.0+ lwwwrr(]__[“[_;|[[_11[[l1|[l11|
000 050 1.00 1.50 2.00 2.50 3.00 350 4.00 450 5.00 550 6.00
20121225-50-2 2: Scan ES-
210 TIC!
100_ 1.39e6/
g_
1 240 4.05
] 538561
20 081" 137 164 2 k 313325 2693.92| 408 44749057
. M Xvﬁv\»)w.u mwmh
AL Ll b . b LML ,,,,
000 050 1.00 2.00 350 0 5. 6.00
20121225-50-2 1: Scan ES+
2.10 TIC!
100_ 1.71e8|
g_
0 T e T e e e S T T
0.00 050 1.00 2.00 3.00 350 4.00 450 5.00 5.50 6.00
4h
20121225-50-2 2474 (2.061) 3: Diode Amray
) 1g9.77. 21977 1.409
1.04
- 263.77
5.0e-14 e
0,03+ rrr e i TR S T 114
100 125 150 175 200 225 250 275 300 325 350 375 400 425 450 475 500 525 550 575 600 625
20121225-50-2 286 (2.107) 2: Scan ES-
338.45 7.08e5
100
L] B 339.57
146.60 340.29
o 15315 204.44 323.85 38345 41?65 482,03 B16.41 miz
100 125 160 175 200 225 250 275 300 325 350 375 400 425 450 475 500 525 550 575 600 625
20121225-50-2 287 (2.111) 1: Scan ES+
223.36 9.72e7
100
=
f 224.40
E 340.41
225.40 36245
o 1431217088 196.4 253.08 3395?[ (40345 437.45 47225 str.2t _538.21.549.28 60177 iz
- 4 T e . WA TaL B S : .
100 125 150 175 200 225 250 275 300 325 350 375 400 425 450 475 500 525 560 575 600 625

30



Electronic Supplementary Material (ESI) for Green Chemistry
This journal is © The Royal Society of Chemistry 2014

$23. 'H NMR spectrum of 3-(1H-indol-3-yl)-2-(pyridin-2-ylmethyl)isoindolin-1-one
(4h) in DMSO-ds.
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S24. 3C NMR spectrum of 3-(1H-indol-3-yl)-2-(pyridin-2-ylmethyl)isoindolin-1-one
(4h) in DMSO-ds.
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S25. LCMS spectrum of 3-(1H-Indol-3-yl)-2-phenylisoindolin-1-one (4i).
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$26. 'H NMR spectrum of 3-(1H-Indol-3-yl)-2-phenylisoindolin-1-one (4i) in
DMSO-ds.
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S27. BC NMR spectrum of 3-(1H-Indol-3-yl)-2-phenylisoindolin-1-one (4i) in

DMSO-ds.
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S28. LCMS spectrum of 3-(1H-indol-3-yl)-2-(4-methoxyphenyl)isoindolin-1-one (4j).
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$29. *H NMR spectrum of 3-(1H-indol-3-y1)-2-(4-methoxyphenyl)isoindolin-1-one (4j)
in DMSO-ds.
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$30. C NMR spectrum of 3-(1H-indol-3-yl)-2-(4-methoxyphenyl)isoindolin-1-one
(4j) in DMSO-de.
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S31. LCMS spectrum of 3-(1H-indol-3-yl)-2-(p-tolyl)isoindolin-1-one (4k).
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$32. 'H NMR spectrum of 3-(1H-indol-3-yl)-2-(p-tolyl)isoindolin-1-one (4k) in

DMSO-ds.
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$33. °C NMR spectrum of 3-(1H-indol-3-yl)-2-(p-tolyl)isoindolin-1-one (4Kk) in

DMSO-ds.
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S34. LCMS spectrum of 2-(4-chlorophenyl)-3-(1H-indol-3-yl)isoindolin-1-one (41).
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$35. 'H NMR spectrum of 2-(4-chlorophenyl)-3-(1H-indol-3-yl)isoindolin-1-one (41).
in DMSO-ds.

71 el
P-0SING
ZHINOOF 1T

g1 07l

—— —11.1227

oo ———

€01 011

01
|

0

Q

{6

&8

s

1 oo
AL —
13.20

{4.044

&L

0L
1
™
o
|

{13114 -

£

(undd) 15
09

. 6. 7500

2 3561

—3.5016

I} &1
| s
ey

&)

- 00

43



Electronic Supplementary Material (ESI) for Green Chemistry
This journal is © The Royal Society of Chemistry 2014

$36. 1*C NMR spectrum of 2-(4-chlorophenyl)-3-(1H-indol-3-yl)isoindolin-1-one (41).

in DMSO-ds.
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S37. LCMS spectrum of 3-(1H-indol-3-yl)isobenzofuran-1(3H)-one (5).
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$38. 'H NMR spectrum of 3-(1H-indol-3-yl)isobenzofuran-1(3H)-one (5) in

DMSO-ds.
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S39. C NMR spectrum of 3-(1H-indol-3-yl)isobenzofuran-1(3H)-one (5)
DMSO-ds.
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S40. LCMS spectrum of 3-(1H-Indol-3-yl)-2-propylisoindolin-1-one (4n).
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S41. 'H NMR spectrum of 3-(1H-Indol-3-yl)-2-propylisoindolin-1-one (4n) in
DMSO-ds.
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S42. BC NMR spectrum of 3-(1H-Indol-3-yl)-2-propylisoindolin-1-one (4n) in

DMSO-ds.
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S43. LCMS spectrum of 2-butyl-3-(1H-indol-3-yl)isoindolin-1-one (40).
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S44. 'H NMR spectrum of

2-butyl-3-(1H-indol-3-yl)isoindolin-1-one (40) in

DMSO-ds.
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S45. BC NMR spectrum of 2-butyl-3-(1H-indol-3-yl)isoindolin-1-one (40) in

DMSO-ds.
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S46. LCMS spectrum of 3-(1H-Indol-3-yl)-2-isobutylisoindolin-1-one (4p).
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S47. 'H NMR spectrum of 3-(1H-Indol-3-yl)-2-isobutylisoindolin-1-one (4p) in

DMSO-ds.
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S48. C NMR spectrum of 3-(1H-Indol-3-yl)-2-isobutylisoindolin-1-one (4p) in

DMSO-ds.
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S49. LCMS spectrum of 3-(1H-indol-3-yl)-2-isopropylisoindolin-1-one (4Q).
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S50. *H NMR spectrum of 3-(1H-indol-3-yl)-2-isopropylisoindolin-1-one (4q) in

DMSO-ds.
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S51. *C NMR spectrum of 3-(1H-indol-3-yl)-2-isopropylisoindolin-1-one (4q) in

DMSO-ds.
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S52. LCMS spectrum of 2-cyclopentyl-3-(1H-indol-3-yl)isoindolin-1-one (4s).
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S53. *H NMR spectrum of 2-cyclopentyl-3-(1H-indol-3-yl)isoindolin-1-one (4s) in
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S54. *C NMR spectrum of 2-cyclopentyl-3-(1H-indol-3-yl)isoindolin-1-one (4s) in

DMSO-ds.
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S55. LCMS spectrum of 2-cyclopropyl-3-(1H-indol-3-yl)isoindolin-1-one (4t).
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S56. 'H NMR spectrum of 2-cyclopropyl-3-(1H-indol-3-yl)isoindolin-1-one (4t) in

DMSO-ds.
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S57. *C NMR spectrum of 2-cyclopropyl-3-(1H-indol-3-yl)isoindolin-1-one (4t) in

DMSO-ds.
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S58. LCMS spectrum of 3-(2-benzyl-3-oxoisoindolin-1-yl)-1H-indole-5-carbonitrile

(4u).
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$59. *H NMR spectrum of 3-(2-benzyl-3-oxoisoindolin-1-yl)-1H-indole-5-carbonitrile
(4u) in DMSO-ds.
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S60. B¢ NMR spectrum of
3-(2-benzyl-3-oxoisoindolin-1-yl)-1H-indole-5-carbonitrile (4u) in DMSO-ds.
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S61. LCMS spectrum of 3-(2-butyl-3-oxoisoindolin-1-yl)-1H-indole-5-carbonitrile

(4v).
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$62. 'H NMR spectrum of 3-(2-butyl-3-oxoisoindolin-1-yl)-1H-indole-5-carbonitrile

(4v) in DMSO-ds.
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$63. 3C NMR spectrum of 3-(2-butyl-3-oxoisoindolin-1-yl)-1H-indole-5-carbonitrile
(4v) in DMSO-ds.
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S64. LCMS

spectrum

3-(2-cyclopentyl-3-oxoisoindolin-1-yl)-1H-indole-5-carbonitrile (4w).
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S65.

'

NMR

spectrum

of

3-(2-cyclopentyl-3-oxoisoindolin-1-yl)-1H-indole-5-carbonitrile (4w) in DMSO-ds.
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S66.

1SC

NMR

spectrum

of

3-(2-cyclopentyl-3-oxoisoindolin-1-yl)-1H-indole-5-carbonitrile (4w) in DMSO-ds.
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S67. LCMS spectrum of 2-benzyl-3-(6-nitro-1H-indol-3-yl)isoindolin-1-one (4x).
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$68. 'H NMR spectrum of 2-benzyl-3-(6-nitro-1H-indol-3-yl)isoindolin-1-one (4x) in

DMSO-ds.
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$69. 1*C NMR spectrum of 2-benzyl-3-(6-nitro-1H-indol-3-yl)isoindolin-1-one (4x) in

DMSO-ds.
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S70. LCMS spectrum of 2-benzyl-3-(5-methyl-1H-indol-3-yl)isoindolin-1-one (4y).
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S71. *H NMR spectrum of 2-benzyl-3-(5-methyl-1H-indol-3-yl)isoindolin-1-one (4y)

in DMSO-ds.
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S72. 3C NMR spectrum of 2-benzyl-3-(5-methyl-1H-indol-3-yl)isoindolin-1-one (4y)

in DMSO-ds.
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S73. LCMS spectrum of 2-benzyl-3-(1-methyl-1H-indol-3-yl)isoindolin-1-one (4z).
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S74. *H NMR spectrum of 2-benzyl-3-(1-methyl-1H-indol-3-yl)isoindolin-1-one (4z)

in DMSO-ds.
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S75. 3C NMR spectrum of 2-benzyl-3-(1-methyl-1H-indol-3-yl)isoindolin-1-one (4z)

in DMSO-ds.
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S76. LCMS spectrum of 2-benzyl-3-(1H-indol-3-yl)-6-methoxyisoindolin-1-one

(4aa).
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S77. 'H NMR spectrum of 2-benzyl-3-(1H-indol-3-yl)-6-methoxyisoindolin-1-one
(4aa) in DMSO-ds.
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S78. *C NMR spectrum of 2-benzyl-3-(1H-indol-3-yl)-6-methoxyisoindolin-1-one
(4aa) in DMSO-ds.
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S79. LCMS spectrum of 2-benzyl-5-chloro-3-(1H-indol-3-yl)isoindolin-1-one (4ab).
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$80. *H NMR spectrum of 2-benzyl-5-chloro-3-(1H-indol-3-yl)isoindolin-1-one (4ab)

in DMSO-ds.
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$81. 1*C NMR spectrum of 2-benzyl-5-chloro-3-(1H-indol-3-yl)isoindolin-1-one (4ab)
in DMSO-ds.
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S82. LCMS spectrum of 2-benzyl-3-(1H-pyrrol-2-yl)isoindolin-1-one (7).
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$83. 'H NMR spectrum of 2-benzyl-3-(1H-pyrrol-2-yl)isoindolin-1-one (7) in

DMSO-ds.
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S84. 3C NMR spectrum of 2-benzyl-3-(1H-pyrrol-2-yl)isoindolin-1-one (7) in

DMSO-ds.
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