Supplementary information
Title: “Influence of chemical modifications of sugar fatty acid esters on their antimicrobial properties”
Authors: Wojciech Snoch?, Karolina Stepien?, Justyna Prajsnar’, Jakub Staron3, Maciej Szaleniec?, Maciej Guzik!

Jerzy Haber Institute of Catalysis and Surface Chemistry, Polish Academy of Sciences, Niezapominajek 8,
30 239 Krakéw, Poland

2Medical University of Warsaw, Department of Pharmaceutical Microbiology, 3 Oczki Str. 02-007 Warsaw,
Poland

SInstitute of Pharmacology, Polish Academy of Sciences, Smetna 12, 31-343 Krakow, Poland

* Correspondence: ncguzik@cyfronet.pl, Tel.: +48 12 6395 155

Figure S1. Nonanoic acid (1)

Scan mode: m/z = 157 [M-H]
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Figure S2. Methyl (3R)-3-hydroxynonanoate (3):

Scan mode: m/z =173 [M-H]
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Product ion scan mode: m/z = 173 [M-H]-
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THNMR of PHN methyl ester spectrum:
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Predicted 'THNMR of PHN methyl ester spectrum:
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Zoom in spectra of proton localized at C7 (experiment):
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Zoom in spectra of proton localized at C7 (prediction):
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Figure S3. Methyl (3R)-3-hydroxyheptanoate (4)

Scan mode: m/z = 145 [M-H]-
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Product ion scan mode: m/z = 145 [M-H]-
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Figure S4. Methyl (3R)-3-(2,2,2-trifluoroethoxy)nonanoate (10)

Scan mode: m/z = 255 [M-H]J-
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THNMR spectrum of PHN-O-CH2-CF3;
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Prediction of "THNMR spectrum of PHN-O-CH2-CF3:
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Zoom in protons localized at C7 and protons from —O- Ch2-CF3 (prediction):
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Zoom in protons localized at C7 and protons from —O-Ch2-CF3 (experiment):
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Figure S5. Methyl (3R)-3-(2,2,2-trifluoroethoxy)heptanoate (11)
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Predicted fragmentation: m/z = 163
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Figure S6. [(35,65)-3,4,5,6-tetrahydroxyoxan-2-ylJmethyl nonanoate (26)
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Product ion scan mode: m/z =319 [M-H]
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Predicted fragmentation: m/z= 229
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THNMR spectrum of C9-Gluc ester:
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Prediction of THNMR spectrum of C9-Gluc ester:

Predicted 1H NMR Spectrum
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Figure S7. [(35,65)-3,4,5,6-tetrahydroxyoxan-2-ylJmethyl (3R)-3-hydroxynanonoate (27)

Scan mode: m/z =371 [M+Cl-]-
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Predicted fragmentation: m/z= 59
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Figure S8. [(35,65)-3,4,5,6-tetrahydroxyoxan-2-ylJmethyl (3R)-3-hydroxyheptanoate (28)
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Figure S9. [(35,65)-3,4,5,6-tetrahydroxyoxan-2-ylJmethyl (3R)- 3-(2,2,2-trifluoroethoxy)nonanoate (29)

Scan mode: m/z = 453 [M+Cl-]-
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Figure S10. 5-phenylpentanoic acid (5)
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Predicted fragmentation: m/z =115

| scores for each fragment are in blue.
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Figure S11. methyl (3R)-3-hydroxy-5-phenylpentanoate (7)
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Predicted fragmentation: m/z =177
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Figure S12. [(35,65)-3,4,5,6-tetrahydroxyoxan-2-ylJmethyl 5-phenylpentanoate (31)
Scan mode: m/z =339 [M-H]
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Figure S13. [(35,65)-3,4,5,6-tetrahydroxyoxan-2-ylJmethyl (3R)-3-hydroxy-5-phenylpentanoate (33)

Scan mode: m/z = 391 [M+Cl-]-
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