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Figure S1. 'H NMR spectrum for proline-rich N-methylated tetracyclopeptide 4
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Figure S2. *C NMR spectrum for proline-rich N-methylated tetracyclopeptide 4



jlals)

80

6B

48

MASS SPECTRUM Data File: BRAJESHIS

24-0CT-17,11:85

SampPle: CPS MW = 4823211, BP: mr/z 4833289 Scan# 32, RT B8/15"
483.3
259.2
3864 I
225.6
3},25356.4 I
B
28 1628
2943 IR S5
2318 3pe 3 s
1 4552
il 197.2
e Ll gt .|I|.I|‘ TN 1 FRrveer N | PR T A el ol =
- 208 300 468 EEL

Figure S3. Mass spectrum for proline-rich N-methylated tetracyclopeptide 4



Table S1. Various steric and lipophilicity parameters for linear and cyclotetrapeptide (3, 4)

*Calculated value for

Parameter Compound 3 Compound 4
Molar Refractivity (MR¥) 165.05 + 0.3 cm? 133.74 + 0.4 cm?
Molar Volume (MV2) 523.8 £3.0 cm3 391.9 £5.0 cm3
Parachor (Pr) 1384.4 + 6.0 cm3 1072.4 + 6.0 cm3
Refractive Index (n%) 1.542 +0.02 1.598 +0.03
Surface Tension (y2) 48.7 + 3.0 dyne/cm 56.0 + 5.0 dyne/cm
Density (d2) 1.173+0.06 g cm= 1.23+0.1 gcm3
Polarizability (cx) 65.43 + 0.5 102 cm3 53.02 £ 0.5 102 cm?
log P (n-Octanol/water) 4.19+0.78 3.86 £0.89

*Values were calculated using ACD/ChemSketch 2.0 software



