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Figure S1. '"H NMR spectra of [PheOMe][SA].
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Figure S2. 3C NMR spectra of [PheOMe][SA].
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Figure S3. 'H NMR spectra of [ValOEt][SA].

9.5

10.0



3 of 29

Molecules 2022, 27,216

06'€ET —

66°LT N

61°'8T —

e —

95'85 —

vET9 —

28'9TT
=
seert

99°0€T —
98'€ET —

£9°'T9T —

€€°69T —

EP'SLT —

55004

50004

45004

4000+

3500+

3000+

Aysuaur

2500

2000

1500+

1000+

500+

170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10
f1 (ppm)
Figure S4. 13C NMR spectra of [ValOEt][SA].
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Figure S5. '"H NMR spectra of [LeuOEt][SA].
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Figure S6. °C NMR spectra of [LeuOEt][SA].
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Figure S7. '"H NMR spectra of [PheOEFEt][SA].
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Figure S8. 13C NMR spectra of [PheOEt][SA].
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Figure S9. '"H NMR spectra of [ValOPr][SA].
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Figure S10. *C NMR spectra of [ValOPr][SA].
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Figure S11. '"H NMR spectra of [PheOPr][SA].
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Figure S12. ®*C NMR spectra of [PheOPr][SA].
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Figure S13. '"H NMR spectra of [ValOiPr][SA].
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Figure S14. C NMR spectra of [ValOiPr][SA].
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Figure S15. '"H NMR spectra of [ValOBu][SA].
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Figure S18. FT-IR spectra of [ValOEt][SA].
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Figure S27. UV-Vis spectra of [LeuOEt][SA].
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Figure S29. UV-Vis spectra of [ValOPr][SA].
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Figure S31. UV-Vis spectra of [ValOiPr][SA].
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Figure S35. The TG, DTG, and ¢-DTA curves of [LeuOEt][SA].
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Figure S36. The TG, DTG, and c-DTA curves of [PheOEt][SA].
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Figure S37. The TG, DTG, and ¢-DTA curves of [ValOPr][SA].
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Figure S38. The TG, DTG, and ¢-DTA curves of [PheOPr][SA].
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Figure S39. The TG, DTG, and ¢-DTA curves of [ValOiPr][SA].
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Figure S40. The TG, DTG, and ¢-DTA curves of [ValOBu][SA].
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Figure S41. The DSC curves of [PheOMe][SA].
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Figure S42. The DSC curves of [ValOEt][SA].
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Figure S43. The DSC curves of [LeuOEt][SA].
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Figure S44. The DSC curves of [PheOEt][SA].
6
1 First heating
] Second heating
5 Cooling
47
3 N\
2]
] 65.53°C 78.21°C
z
1 67.56°C
3 o]
i
g -1
T i
= 79.65°C
-3 .}& 59.02°C
] | 32.16J/g |
e £ oo —==—705/05°C J .
-4 . 22.49J/g 62.39°c 09.77°C
5
-6 & r 1L I & ¥ % & & §& § & _ T ¥ & L L% ¢ L 1§ & & 1 & & 3
0 20 40 60 80 100 120 140 160
Exo Up Temperature (°C) Universal V4.5A TA Instruments

Figure S45. The DSC curves of [ValOPr][SA].
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Figure S46. The DSC curves of [PheOPr][SA].
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Figure S47. The DSC curves of [ValOiPr][SA].
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Figure S48. The DSC curves of [ValOBu][SA].
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Figure S49. Raw data of titration of 350 pM [LeuOEt][SA] with 27 pM at 25 °C (upper panel). Integrated heat profile of

calorimetric titration sown in upper panel (lower panel). The solid lines represents the best fit to a single binding site
model.
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Figure S50. Raw data of titration of 500 uM [PheOPr][SA] with 27 uM at 25 °C (upper panel). Integrated heat profile of

calorimetric titration sown in upper panel (lower panel). The solid lines represents the best fit to a single binding site
model.
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Figure S51. Raw data of titration of 500 puM [PheOPr][SA] with 27 uM at 25 °C (upper panel). Integrated heat profile of

calorimetric titration sown in upper panel (lower panel). The solid lines represents the best fit to a single binding site
model.



Molecules 2022, 27, 216 27 of 29

Time (min)
0 10 20 30
T T T T T T T
0.00 | 0
-0.10 4 u
o
@ -0.20 o :
=
[
(8]
3 -0.30 -
-0.40 4 u
T T T T T T T T T T T
0.0 | a "
n ]
-
c
< u
(8]
L
£
= 20+ 4
o
il
©°
1S
©
g
-4.0 4
T T T T T T T T T T T
0.0 0.5 1.0 15 2.0 25
Molar Ratio

Figure S52. Raw data of titration of 350 uM [ValOiPr][SA] with 27 uM at 25 °C (upper panel). Integrated heat profile of

calorimetric titration sown in upper panel (lower panel). The solid lines represents the best fit to a single binding site
model.
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Figure S53. Raw data of titration of 500 uM [ValOBu][SA] with 27 uM at 25 °C (upper panel). Integrated heat profile of

calorimetric titration sown in upper panel (lower panel). The solid lines represents the best fit to a single binding site
model.
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Figure S54. Raw data of titration of 500 uM [ValOPr][SA] with 27 uM at 25 °C (upper panel). Integrated heat profile of

calorimetric titration sown in upper panel (lower panel). The solid lines represents the best fit to a single binding site
model.
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Figure S55. Raw data of titration of 500 uM [ValOEt][SA] with 27 uM at 25 °C (upper panel). Integrated heat profile of

calorimetric titration sown in upper panel (lower panel). The solid lines represents the best fit to a single binding site
model.
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Figure S56. Raw data of titration of 500 pM [PheOEt][SA] with 27 pM at 25 °C (upper panel). Integrated heat profile of

calorimetric titration sown in upper panel (lower panel). The solid lines represents the best fit to a single binding site
model.
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Figure S57. Raw data of titration of 500 uM [PheOMe][SA] with 27 uM at 25 °C (upper panel). Integrated heat profile of

calorimetric titration sown in upper panel (lower panel). The solid lines represents the best fit to a single binding site
model.



