Synthesis and Characterization of Dendronized

Gold

Nanoparticles Bearing Charged Peripheral Groups

with
Antimicrobial Potential

Gabriel Perli 1, Diego L. Bertuzzi !, Dénio E. P. Souto 12, Miguel D. Ramos !, Carolyne B.

Braga !, Samile B. Aguiar ! and Catia Ornelas *

! Institute of Chemistry, University of Campinas, Campinas 13083-970, SP, Brazil;
perligabriel@gmail.com (G.P.); diego.bertuzzi@hotmail.com (D.L.B.);

denio.souto@ufpr.br (D.E.P.S.);

migueljr.qma@gmail.com (M.D.R.); carolbbraga7@gmail.com (C.B.B.);

samiledel7@gmail.com (S.B.A.)

2 Laboratorio de Espectrometria, Sensores e Biossensores, Departamento de
Quimica, Universidade Federal do Parana (UFPR), Curitiba 81531-980, PR,

Brazil
* Correspondence: catiaornelas@catiaornelaslab.com

1. NMR and Mass Spectra for all Compounds

1.2.  Compound 2
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Figure S1. "'H NMR spectrum of compound 2 (500 MHz, CDCls, 25 °C).
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Figure S2. 3C NMR spectrum of compound 2 (500 MHz, CDCl3, 25 °C).
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Chemical Formula: C,oH3,04S
Exact Mass: 432.18
Molecular Weight: 432.53
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Figure S3. ESI-QTOF mass spectrum of compound 2.
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1.3. Compound 3
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Figure S5. 1°C NMR spectrum of compound 3 (500 MHz, CDCl3, 25 °C).
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Chemical Formula: C;4H,40¢S
Exact Mass: 376.1192
Molecular Weight: 376.4200

0 L MLMMM”.JLM‘ IR D) [T N Y |} “L'T"'l-‘l“ll.

O
‘\SSC())\/\O/\’O\/\O/\)LOH

AL VAALEARA UALLE RARAS RALR] RALLS LALRS RAALE LAl RAMM | T T T T T T T T T T T ‘| mz
300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 600 620
Figure S6. ESI-QTOF mass spectrum of compound 3.
1.4. Compound 4
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Figure S7. '"H NMR spectrum of compound 4 (500 MHz, CDCls, 25 °C).
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Figure S8. 3C NMR spectrum of compound 4 (500 MHz, CDCl3, 25 °C).
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Chemical Formula: C;;H,,04S

Exact Mass: 280.0981
Molecular Weight: 280.3350
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Figure S9. ESI-QTOF mass spectrum of compound 4.



Compound 5
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Figure S11. *C NMR spectrum of compound 5 (600 MHz, MeOD, 25 °C).
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Figure S12. ESI-QTOF mass spectrum of compound 5.
1.6. Compound 6
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Figure S13. "H NMR spectrum of compound 6 (600 MHz, CDCls, 25 °C).



o % &8 es 8% 8 LT eFILERES LOYNRILRY
o © 9 - IR R NMIETAQN®D QN MR TITNOMN®W
- - - - - - At il Ie) MMAMMMNNMNOOOL WL T FTONONO O NN
V \YARER N N IV VA NN B\
o
f b Cau
o
s
ko]
H o
OHNOS HN 00~/_0/‘/Nj§)§é ¢
L S
of
CMOC“; 21 c..2 ”./~° C11-c12 C1o (o Cz
g' o3 18 c13 Cxn 9
o L TN rbﬁ o~ e e
ﬁ\f o
HN? HNIO o\o o X_
¢ N e
(o]
Cs "e \NH < C1o Ci3Cqg
NH o>o ¢43 c
Fmoc-Ar’3Cc  °X 23
c, < €4 Ic,
,—-I—\ Cis 20 |/
I c
2 C o 17
Jf I W VO e e
180 170 160 150 140 130 120 110 100 90 80 70 60 slo 40 30 20
Figure S14. 3C NMR spectrum of compound 6 (600 MHz, CDCl3, 25 °C).
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Figure S15. MALDI-TOF mass spectrum of compound 6.



1.7.

Compound 7
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Figure S17. 3C NMR spectrum of compound 7 (600 MHz, CDCls, 25 °C).
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Figure S18. MALDI-TOF mass spectrum of compound 7.

1.8. Compound 8
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Figure S19. '"H NMR spectrum of compound 8 (600 MHz, CDCls, 25 °C).
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Figure S20. '"H NMR spectrum of compound 8 (600 MHz, CDCls, 25 °C).
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Figure S21. ESI-QTOF mass spectrum of compound 8.



1.9. Compound 9
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Figure S22. '"H NMR spectrum of compound 9 (600 MHz, CDCls, 25 °C).
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Figure S23. >*C NMR spectrum of compound 9 (600 MHz, CDCls, 25 °C).
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Figure S24. ESI-QTOF mass spectrum of compound 9.

1.10. Compound 10
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Figure S25. "H NMR spectrum of compound 10 (600 MHz, CDCls, 25 °C).
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Figure S26. °C NMR spectrum of compound 10 (600 MHz, CDCl3, 25 °C).
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Figure S27. ESI-QTOF mass spectrum of compound 10.
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Compound 11
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Figure S29. *C NMR spectrum of compound 11 (600 MHz, CDCl3, 25 °C).



1.12. Compound 12
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Figure S31. *C NMR spectrum of compound 12 (600 MHz, D20, 25 °C).
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Figure S32. MALDI-TOF mass spectrum of compound 12.

1.13. Compound 13
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Figure S33. '"H NMR spectrum of compound 13 (600 MHz, D0, 25 °C).
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Figure S34. 3C NMR spectrum of compound 13 (600 MHz, D0, 25 °C).
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Figure S35. MALDI-TOF mass spectrum of compound 13 (600 MHz, D20, 25 °C).



