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Figure S1. *H NMR (CDCls) spectrum of HBO-citro
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Figure S2. 3C NMR (CDCls) spectrum of HBO-citro
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Figure S3. 'H-'H COSY (CDCls) spectrum of HBO-citro
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Figure S4. H-13C HMBC (CDCls) spectrum of HBO-citro
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Figure S5. H-3C HSQC (CDCls) spectrum of HBO-citro



b. Triol-citro
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Figure S6. 'H NMR (DMSO-ds) spectrum of Triol-citro
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Figure S7. 3C NMR (DMSO-ds) spectrum of Triol-citro
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Figure S8. 'H-'H COSY (DMSO-ds) spectrum of Triol-citro
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Figure S9. 'H-13C HMBC (DMSO-ds) spectrum of Triol-citro
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Figure $10. *H-13C HSQC (DMSO-ds) spectrum of Triol-citro



c. Lactol-citro mixture
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Figure S11. 'H NMR (DMSO-ds) spectrum of Lactol-citro
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Figure $12. 3C NMR (DMSO-ds) spectrum of Lactol-citro
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Figure S13. *H-'H COSY (DMSO-ds) spectrum of Lactol-citro



®

L o WL

@0

8

T T T T T T T T T T T T T T T T T T T T T T T T
52 50 48 46 44 42 40 38 36 34 32 3.0 28 26 24 22 20 18 16 14 12 1.0 08 0.6

Figure S14. 'H-3C HMBC (DMSO-ds) spectrum of Lactol-citro
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Figure $15. 'H-13C HSQC (DMSO-ds) spectrum of Lactol-citro
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d. P1
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Figure S16. Typical *H NMR (DMSO-ds) spectrum of P1
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Figure S17. Typical *C NMR (DMSO-ds) spectrum of P1
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e. P2
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Figure S18. Typical *H NMR (DMSO-ds) spectrum of P2
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Figure S19. Typical *C NMR (DMSO-ds) spectrum of P2

12



f. P3
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Figure S20. Typical *H NMR (DMSO-ds) spectrum of P3
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Figure S21. Typical *C NMR (DMSO-ds) spectrum of P3
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g. P4

5.12
4.29
4.06

—3.54

—3.39
2.70
2.23

—1.69

—1.53

—1.28

—1.10

,0.84

X 0.83

14,15

T T
54 52 50 48 46 44 42 40 38 36 34 32 30 28 26 24 22 20 18 16 14 12 10 08 06 04 O

Figure $22. Typical *H NMR (DMSO-ds) spectrum of P4
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Figure $23. Typical 1*C NMR (DMSO-ds) spectrum of P4
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Figure S24. 'H NMR (DMSO-ds) spectra of the hydrolyzed products of P3 (below) and P4 (above) after
enzymatic degradation
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LC-MS
a. HBO-citro

C15H2504 (2701831 g/mol)
271.1897 g/mol identified at 10 min
The theoretical mass of [M+H]* is 271.1904 g/mol
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Figure $25. LC-MS chromatogram of HBO-citro

b. Triol-citro

C15H3004 (274.2144 g/mol)
275.2213 g/mol identified at 8.6 min
The theoretical mass of [M+H]* is 275.2217 g/mol
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Figure $26. LC-MS chromatogram of Triol-citro
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Figure S27. SEC trace of P1, Table 2
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Figure $S28. SEC trace of P2, Table 2
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Figure S29. SEC trace of P3, Table 2
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Figure S30. SEC trace of P4, Table 2
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Figure S31. SEC trace of the resulting product of P1 (run 1, Table 2) after enzymatic degradation
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Figure S32. SEC trace of the resulting product of P2 (run 2, Table 2) after enzymatic degradation
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Figure S33. SEC trace of the resulting product of P3 (run 3, Table 2) after enzymatic degradation
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Figure S34. SEC trace of the resulting product of P4 (run 4, Table 2) after enzymatic degradation
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IV. FTIR
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Figure S36. Typical FTIR spectra of P3 (taken as an example) before and after enzymatic degradation
(before: green and after: red, respectively)

V. DSC
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Figure S37. DSC thermogram (3™ heat cycle) of P1, run 1, Table 2
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Figure $S38. DSC thermogram (3™ heat cycle) of P2, run 2, Table 2
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Figure $39. DSC thermogram (3™ heat cycle) of P3, run 3, Table 2
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Figure S40. DSC thermogram (3™ heat cycle) of P4, run 4, Table 2
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VI.
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Figure S41. TGA thermogram of P1, run 1, Table 2
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Figure S42. TGA thermogram of P2, run 2, Table 2
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Figure S43. TGA thermogram of P3, run 3, Table 2
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Figure S44. TGA thermogram of P4, run 4, Table 2
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