Supplementary Information

Synthesis, in vitro Antifungal Activity and Molecular Modeling Studies of New
Mannich Bases Derived from Lawsone

Jodo F. Allochio Filho,? Larissa L. Roldi,* Maicon Delarmelina,? Rodolfo G. Fiorot,? Jessica
T. Andrade,” Alan A. Aleixo,” Rafaella S. Carvalho,” Marcelo G. F. Araujo,” Jaqueline M. S.
Ferreira,” Alex G. Taranto,® Wanderson Romé&o® and Sandro J. Greco*?

#Laboratorio de Sintese Organica & Medicinal, Departamento de Quimica, Universidade
Federal do Espirito Santo, Avenida Ferrari, 514, Goiabeiras, 29075-910 Vitéria-ES, Brazil

®Laboratério de Microbiologia and °Laboratério de Quimica Farmacéutica Medicinal,
Universidade Federal de S&o Jodo Del-Rei, Campus Centro Oeste, Rua Sebastido Goncgalves
Coelho, 400, Chanadour, 35501-296 Divinopolis-MG, Brazil

d_aboratério de Petroledmica, Departamento de Quimica, Universidade Federal do Espirito
Santo, Avenida Ferrari, 514, Goiabeiras, 29075-910 Vit6ria-ES, Brazil



993 _

99‘_ _‘—\—_:—'—\..ﬂ'”"r\-,l
| ~— f‘“—a—___,,_,.f‘"‘\\l I"-'Mﬁnlﬁ a {
I | I’ﬁI po N “\
P8 | |-. A |'I| I \ ‘"lll
! | A R 'II 1|-' |
asos i 1 'RERTE | !I
o7 3595.72 \ L1 [ 1YY s42s /
\ | | | . 1 G048
y | 11270 733.95
96 I| ' IrI e
i | |'|‘/(v | | | rlllﬂ 104647
IIJ | | | | |
a5 ] | _|I1 I| \ f -L | \
\ ! 1151 4
| |' |2ss42 1553 |'| ;o
94 k 163544 || || f
| | A |'I| |I | P '||
oo 93] e \ ] ||||J
#T || fllsja
! |I| | ll“lm] 3245
oz i 157.09 l‘h 14-:]3.3-:]"2 4
308816 471
o1 Tuﬁs.
O
90 | g ‘ OH ||
B9 | D |||
O OH |
88 O 1505.24
Bﬁ‘-g‘_ T T T T 1
40000 3000 2000 1500 100 6500
cm-1

Figure S1. Infrared spectrum (ATR) of compound 4.
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Figure S2. *H NMR spectrum (400 MHz, DMSO-dg) of compound 4.
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Figure S5. *C NMR spectrum (101 MHz, DMSO-dg) of compound 4.
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Figure S8. *H NMR spectrum (400 MHz, DMSO-dg) of compound 5.
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Figure S14. 'H NMR spectrum (400 MHz, DMSO-dg) of compound 6.
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Figure S17. **C NMR spectrum (101 MHz, DMSO-ds) of compound 6.
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Figure S37. *H NMR spectrum (400 MHz, DMSO-dg) of compound 11.
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Figure S38. *H NMR spectrum (400 MHz, DMSO-ds) of aromatic region of compound 11.
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Figure S48. *H NMR spectrum (400 MHz, CDCls) of aromatic region of compound 13.
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Figure S49. **C NMR spectrum (101 MHz, CDCI3) of compound 13.
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Figure S52. *H NMR spectrum (400 MHz, DMSO-dg) of compound 14.
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Figure S53. *H NMR spectrum (400 MHz, DMSO-dg) of aromatic region of compound 14.
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Figure S56. Infrared spectrum (ATR) of compound 16.
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Figure S57. *H NMR spectrum (400 MHz, DMSO-dg) of compound 16.
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Figure S60. **C NMR spectrum (101 MHz, DMSO-ds) of compound 16.
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Figure S61. ESI(-)-FT-ICR mass spectrum of compound 16.
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Figure S62. Infrared spectrum (KBr) of compound 17.
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Figure S$63. *H NMR spectrum (400 MHz, CDCls) of compound 17.
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Figure S64. 'H NMR spectrum (400 MHz, CDCls) of aromatic region of compound 17.
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Figure S65. *C NMR spectrum (101 MHz, CDCI;) of compound 17.
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Figure S66. ESI(+)-FT-ICR mass spectrum of compound 17.
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Figure S67. Infrared spectrum (ATR) of compound 23.
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Figure $69. *C NMR spectrum (101 MHz, CDCls) of compound 23.
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Figure S70. ESI(+)-FT-ICR mass spectrum of compound 23.
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