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Figure S1. FT-IR Spectra of Hydrogelator- IT (Xerogel)
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Figure S2. FT-IR Spectra of Hydrogelator- II (Solid)
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Figure S3. FT-IR Spectra of Hydrogelator- I1I (Solid)
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Figure S4. Mass Spectra of Hydrogelator- 11
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Figure S5. Mass Spectra of Hydrogelator- I
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Figure S6. 'H NMR Spectra of Hydrogelator- I1

380

Sadhana NMR |
PROTONRO DMSO fopt/topspin/nmrsu/Konar/AUG16 nmrsu

360
340
320

280

260

‘ ‘ 240

‘ 1 1 =220
‘ ~200

| 180

| 160

| 140

| F120

' ‘ 100

| |‘ I a0

- -

| AR T
.-;

6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0

6.5
f1 (ppm)

Figure S7. 'H NMR Spectra of Hydrogelator- 11



Table S1:Dihedral angle for the conformers used for computational studies

Peptide Bond angles Indole Dihedral
I 11 111 111
177.686 | 164.649 | -176.591 -1.295
179.267 | 177.771 | -173.146 2.064
-179.944 | -178.989 | 169.447 -3.514
179.119 | 169.645 | -174.983 -5.25




