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Hirshfeld surface of Boc-Ala(3-Cl)-OMe (1)

Figure S1. Molecular structure of 1 (left) and its Hirshfeld surface mapped with d,om (middle) and
ESP (right).

Fingerprint plot of Boc-Ala(3-Cl)-OMe (1)
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Figure S2. Fingerprint plot of 1. Important intermolecular contacts are indicated with arrows.



Hirshfeld surface of Boc-Ala(3-Cl)-O'Bu (2)

Figure S3. Molecular structure of 2 (left) and its Hirshfeld surface mapped with d,om (middle) and
ESP (right).

Fingerprint plot of Boc-Ala(3-Cl)-O'Bu (2)
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Figure S4. Fingerprint plot of 2. Important intermolecular contacts are indicated with arrows.



Hirshfeld surface of Boc-Ala(3-Cl)-OBn (3)

Figure S5. Molecular structure of 3 (left) and its Hirshfeld surface mapped with d,om (middle) and
ESP (right).

Fingerprint plot of Boc-Ala(3-Cl)-OBn (3)
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Figure S6. Fingerprint plot of 3. Important intermolecular contacts are indicated with arrows.



Hirshfeld surface of Fmoc-Ala(3-Cl)-O'Bu (4)

Figure S7. Molecular structures of 4 (left) and its Hirshfeld surface mapped with d,orm (middle) and

ESP (right).

Fingerprint plot of Fmoc-Ala(3-Cl)-O'Bu (4)
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Figure S8. Fingerprint plots of two asymmetric molecules of 4. The left plot corresponds to the top
molecule and the right plot to the bottom molecule shown in Figure S7.

Important intermolecular contacts are indicated with arrows.




Hirshfeld surface of Boc-Ala(3-1)-OMe (5)

Figure S9. Molecular structure of 5 (left) and its Hirshfeld surface mapped with d,om (middle) and
ESP (right).

Fingerprint plot of Boc-Ala(3-1)-OMe (5)
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Figure S10. Fingerprint plot of 5. Important intermolecular contacts are indicated with arrows.



Hirshfeld surface of Boc-Ala(3-1)-O'Bu (6)

Figure S11. Molecular structure of 6 (left) and its Hirshfeld surface mapped with d,..m (middle) and
ESP (right).

Fingerprint plot of Boc-Ala(3-1)-O'Bu (6)
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Figure S12. Fingerprint plot of 6. Important intermolecular contacts are indicated with arrows.



Hirshfeld surface of Boc-Ala(3-1)-OBn (7)
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Figure S13. Molecular structure of 7 (left) and its Hirshfeld surface mapped with d,,.» (middle) and
ESP (right)

Fingerprint plot of Boc-Ala(3-1)-OBn (7)
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Figure S14. Fingerprint plot of 7. Important intermolecular contacts are indicated with arrows.



Hirshfeld surface of Fmoc-Ala(3-1)-O'Bu (8)

Figure $15. Molecular structure of 8 (left) and its Hirshfeld surface mapped with d,m (middle) and
ESP (right).

Fingerprint plot of Fmoc-Ala(3-1)-O'Bu (8)
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Figure S16. Fingerprint plot of 8. Important intermolecular contacts are indicated with arrows.
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Figure S17. 'H and 3C NMR spectra of Boc-Ala(3-Cl)-OBu (2) (CDCls, 400/100 MHz, respectively).
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Figure $18. 'H and 13C NMR spectra of Boc-Ala(3-Cl)-OBn (3) (CDCls, 400/100 MHz, respectively).
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