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1. NMR and Mass spectra of peptides and their respective
Isoindolinone derivatives
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Figure. S1.'H, 3C NMR spectra of 6a
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Figure. S2. ESI-HRMS spectra of 6a
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Figure. S3. H, *3C NMR spectra of 8a
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Figure. S4. ESI-HRMS spectra of indolinone 8a
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Figure. S6. ESI-HRMS spectra of 8b
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Figure. S8. ESI-HRMS spectra of 8c
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Figure. S9. H, *3C NMR spectra of 8d
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Figure. S10. ESI-HRMS spectra of 8d
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Figure. S24. ESI-HRMS spectra of 10a
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Figure. S26. ESI-HRMS spectra of 10b
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Figure. S28. ESI-HRMS spectra of 10c
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Figure. S30. ESI-HRMS spectra of indolinone 10d
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Figure. S32. ESI-HRMS spectra of 6d

S33



9,0
8.0
S8'0
IT'e
14 4
€T'C
6S'€E
T19°€
€9°€
69°€
18°€ M

R4
9s'v
LSV

: 1 4

%7
13 94
144
YL
ST'L
mN.n\
o5,
95,
L9'L
10°6-
€067

1H 20122022

MKG-1100a
MKG-1100a

/60°E
~€0°'€

60T

6’0
H\n.n..n

6'C
1 oo'e

=66°0

=60

»8T'S

T
0’1
210'T

=860

8.0 7.0 6.0 5.0 4.0 3.0 2.0 1.0 0.0 -1.0
f1 (ppm)

10.5 9.0

12.0

9L LT~
88'ST
961/

P1'1€~
SO'vE —

08'TS -~
vzes/
£5°LS

90°T0T —

mm.MN.n
.nm.wN.n
€0°8CT
SS°8CT
[14:141
£6°8CT

EVIET \
SS'EET
69°€ET

0L'9€T

#0991

9g'29T -
65°89T /.
ss 1t/

MKG-1100A

13C

70 60 50 40 30 20 10

80

f1 (ppm)

200 190 180 170 160 150 140 130 120 110 100 90

Figure. S33.1H, 1*C NMR spectra of 1la

S34



NKS_MKG_1100_A

XEVO-G2XSQTOF#YFA1739
NKS_23122022_5 (0.053) Cu (0.05); Is (1.00,1.00) C26H28N206

23-Dec-2022
10:57:33

1: TOF MS ASAP+

100 464.1947 7.37e12
|
|
L Or
\ )
|\ / N_QJ\N O
z H
| 0
| N (11a)
e | \ (M) m/z: 464.1947
|
| | 4651947
| |
/
| |
| |
o H
| \\ ] K 466.2025
|
0 T _J e T J T miz
464 465 466
NKS_23122022_5 48 (0.947) Cm (47:48) 1: TOF MS ASAP+
1004 464.1995 4662147 2.16e7
465.4337
(M]*
465.2396
" 465.1779
“ 465.7116
‘| ( ‘ H \‘ 466.4311
\ ! | I 466.7093
‘ 464.4153 Ml\ H Al |‘ ‘ \|‘|4665630 i
| A Il .
0 S BV AV Y | N hovivt LU
464 465 466

Figure. S34. ESI-HRMS spectra of 1la
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Figure. S48. ESI-HRMS spectra of 16a
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Figure. S74. ESI-HRMS spectra of 21a
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Figure. S74. ESI-HRMS spectra of 21b
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Figure. S75. ESI-HRMS spectra of 21c
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Figure. S77. ESI-HRMS spectra of 21d
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Figure. S79. ESI-HRMS spectra of 19c
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Figure. S81. ESI-HRMS spectra of 22a
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Figure. S87. ESI-HRMS spectra of 24
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2. 2D Spectra of Peptides
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Figure. S88. 2D 1H1H NOESY Spectra of tetra peptide isoindolinone(23)
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Figure. S90 DMSO-ds titration of peptides.
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6. GMMX Energy Plot and conformation
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Figure. S91 GMMX results peptide 6b: Energy Plot and conformation of lowest energy conformer
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Figure. S92 GMMX results peptide 8a: Energy Plot and conformation of lowest energy conformer
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Figure. S93 GMMX results peptide 9a: Energy Plot and conformation of lowest energy conformer
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Figure. S94 GMMX results peptide 10a: Energy Plot and conformation of lowest energy conformer
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Figure. S95 GMMX results peptide 11a: Energy Plot and conformation of lowest energy conformer
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Figure. S96 GMMX results peptide 14a: Energy Plot and conformation of lowest energy conformer
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Figure. S97 GMMX results peptide 17a: Energy Plot and conformation of lowest energy conformer
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Figure. S98 GMMX results peptide 14c: Energy Plot and conformation of lowest energy conformer
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Figure. S99 GMMX results peptide 17c: Energy Plot and conformation of lowest energy conformer
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Figure. S100 GMMX results peptide 23: Energy Plot and conformation of lowest energy conformer
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Figure. S101 GMMX results peptide 24: Energy Plot and conformation of lowest energy conformer
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