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'H-/**C-/ ESI-MS/HRMS spectra of 2a
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Figure S1. *H-NMR (400MHz) and 3C-NMR (176MHz) spectra of 2a in DMSO-d6
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Figure S2. ESI-MS/HRMS spectra of 2a
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'H-/**C-/ ESI-MS/HRMS spectra of 2b
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Figure S3. *H-NMR (400MHz) and *C-NMR (176MHz) spectra of 2b in DMSO-d6
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Figure S4. ESI-MS/HRMS spectra of 2b
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'H-/**C-/ ESI-MS/HRMS spectra of 2¢
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Figure S5. *H-NMR (400MHz) and *C-NMR (176MHz) spectra of 2¢ in CDCl3
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Figure S6. ESI-MS/HRMS spectra of 2¢c
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'H-/**C-/ ESI-MS/HRMS spectra of 2d
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Figure S7. *H-NMR (400MHz) and *C-NMR (176MHz) NMR spectra of 2d in DMSO-d6
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Figure S8. ESI-MS/HRMS spectra of 2d
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5. 1H-/1BC-/ ESI-MS/HRMS spectra of 2e
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Figure S9. 'H-NMR (400MHz) and 15C-NMR (176MHz) spectra of 2e in CDCl3 (1 drop
Methanol-D.)
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Figure S10. ESI-MS/HRMS spectra of 2e
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6. Circular Dichroism (CD) spectra control peptides and 2a-2e.
CD spectra were recorded in degassed CH;OH, AcCN, CHCl3, and CF3CH>OH at 20 °C from 300-

190 nm with peptide concentrations of 0.1 mM. CD data is collected with following parameters,

Data pitch 2 nm, DIT 2 sec, bandwidth 2 nm, scanning speed 100 nm/min.
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Figure S11. CD spectra of peptide 2a-2e in Acetonitrile (AcCN)
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Figure S12. CD spectra of peptide 2a-2e in Methanol (MeOH)
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Figure S13. CD spectra of peptide 2a-2e in Chloroform (CHCls3)
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Figure S14. CD spectra of peptide 2a-2e in Trifluoroethanol (TFE)
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Figure S15. CD spectra of control peptides in Acetonitrile (AcCN)
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Figure S16. CD spectra of control peptides in Chloroform (CHCls)
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Figure S17. CD spectra of control peptides in Methanol (MeOH)
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Figure S18. CD spectra of control peptides in Trifluoroethanol (TFE)

S15



7. FT-IR spectra of peptide organogel (2b/2c/2d/2e)
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Figure S19. FT-IR spectra of organogel (neat) and HFIP for APA peptides, 2b (A), 2c (B), 2d
(C), and 2e (D).
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8. SEM Images of peptide organogel (2b/2c/2d/2e)

Figure S20. Aminopyrazolonylated a/B-hybrid peptide organogels. SEM-images and organogels
in inverted test tube: (A) peptide 2b; (B) Peptide 2c; (C) Peptide 2d; and (D) peptide 2e.
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9. Powder XRD of peptides 2b/2c/2d/2e.
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Figure S21. Powder XRD plot of powder & xerogel forms of APA peptides 2b (A), 2c (B), 2d
(C) 2e (D).
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10.  H-COSY- NMR and DMSO-d6 titration
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Figure S22. *H-COSY spectra of APA-peptide, 2¢ in CDCls. Without DMSO-d6 (A) and with
19 ul DMSO-d6 (B).
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Figure S23. 'H-NMR of DMSO-d6 titration of APA peptide 2¢ in CDCls.
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11.  TGA and Derivative TGA plots of peptides 2b/2c/2d/2e.
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Figure S25. TGA (left panel) and Derivative TGA (right panel) plots of organogel & powder

form of peptides (2b-2e).
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12. UV-Vis Spectra of peptides 2c/2e in MeOH.

We attempted to UV-vis spectra of peptides in ethyl acetate and hexane system but could not
record owing to the precipitation. Thus we recorded the UV-spectra of representative peptides in
MeOH.

UV-Vis Spctra in Methanol

Normalized U-Vis Absorbance

T T T T T T T T T T T T T T
225 250 275 300 325 350 375 400

Wavelength (nm)

Figure S26. UV-Vis Spectra of APA-Peptides in MeOH

13.  Theoretical calculation of APA-peptides conformers

GMMX and GBSA solvation model are versatile theoretical methods for energy minimized structural conformation of
peptidomimatics.t: 2
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Stepwise methods for the calculation of energy minimized structure: Step-1: ChemDraw (*.mol); Step-2: Gauss view 6.1.1
(GMMX conformer calculation; conformer search, Force field MMFF94; Enegry windo 3.5 (Kcal/mol; Max. serach 10000);; Step-
3: GBSA solvation model; Pcm10 software; conditions: Force field MMFF94; solvent dielectric 78.3 and internal dielectric: 1;
Step 4: Image from gauss view 6.1.1.

tiﬁri cﬁ"

2a
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Figure S27. Energy mimimized conformer with H-atoms: 2a (E = 31.2kcal/mol; GBSA Steric Energy = 18.6 kca/mol; Dielectric
constant: 1; Dipole moment: 4.2); 3b (E = 34.7kcal/mol; GBSA Steric Energy = 22.3kca/mol; Dielectric constant: 1; Dipole
moment: 4.2); 3c (E = 38.8kcal/mol; GBSA Steric Energy = 25.8kcal/mol; Dielectric constant: 1; Dipole moment: 5.0); 3d (E =
56.0kcal/mol; GBSA Steric Energy = 41.4kcal/mol; Dielectric constant: 1; Dipole moment: 6.0); 2e (E = -3.0kca/mol; GBSA Steric
Energy = -15.6 kca/mol; Dielectric constant: 1; Dipole moment: 3.1); GBSA: Generalized Born Surface Area
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