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Figura 1S. Cromatograma de ions totais do extrato da casca de Tabebuia caraiba: a) modo
negativo b) modo positivo
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Figura 2S. Estruturas das substancias identificadas por HPLC/DAD/MS na casca do caule de

Tabebuia caraiba
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Figura 3S. Estruturas dos triterpenos e do feniletanoide tirosol isolados de Tabebuia caraiba

Dados de RMN dos triterpenos e do feniletanoide tirosol isolados de Tabebuia caraiba.

Olean-12-en-3-ona (9) Solido branco. RMN **C (CDCls, 75 MHz) 5c: 39,3 (C-1), 34,2 (C-2), 217,9
(C-3), 47,5 (C-4), 55,3 (C-5), 19,6 (C-6), 32,1 (C-7), 39,8 (C-8), 46,8 (C-9), 36,6 (C-10), 23,6 (C-
11), 121,5 (C-12), 145,3 (C-13), 41,8 (C-14), 26,1 (C-15), 26,9 (C-16), 32,5 (C-17), 47,3 (C-18),
46,8 (C-19), 31,1 (C-20), 34,7 (C-21), 37,1 (C-22), 26,5 (C-23), 21,5 (C-24), 15,2 (C-25), 16,7 (C-
26), 25,9 (C-27), 28,4 (C-28), 33,3 (C-29), 23,6 (C-30).

Acido 3-O-E-p-cumaroilursélico (13) Sélido branco. RMN 3C (CDCls, 75 MHz) &¢c: 38,5 (C-1),
23,3 (C-2), 81,1 (C-3), 37,7 (C-4), 54,4 (C-5), 18,9 (C-6), 33,8 (C-7), 39,7 (C-8), 48,3 (C-9), 37,5
(C-10), 24,0 (C-11), 126,1 (C-12), 139,2 (C-13), 42,1 (C-14), 29,2 (C-15), 25,0 (C-16), 48,2 (C-17),
51,5 (C-18), 39,9 (C-19), 39,8 (C-20), 30,3 (C-21), 37,6 (C-22), 28,4 (C-23), 17,0 (C-24), 15,6 (C-
25), 16,6 (C-26), 23,9 (C-27), 179,1 (C-28), 17,1 (C-29), 21,1 (C-30), 126,1 (C-1"), 130,9 (C-2’ e
C-6”), 116,6 (C-3’ ¢ C-57), 160,7 (C-4"), 115,7 (C-a), 145,4 (C-B), 167,7 (COO).



Acido 2a-hidroxi-ursolico (14) (14) Solido branco. RMN *C (Pyr-ds, 75 MHz) &c: 47,8 (C-1), 68,5
(C- 2), 83,6 (C-3), 39,7 (C-4), 55,7 (C-5), 18,7 (C-6), 33,1 (C-7), 39,9 (C-8), 47,9 (C-9), 38,3 (C-
10), 23,6 (C-11), 125,4 (C-12), 139,1 (C-13), 42,4 (C-14), 28,5 (C-15), 24,8 (C-16), 46,5 (C-17),
53,4 (C-18), 37,3 (C-19), 38,3 (C-20), 30,9 (C-21), 37,3 (C-22), 28,5 (C-23), 16,8 (C-24), 17,3 (C-
25), 17,4 (C-26), 23,8 (C-27), 177,9 (C-28), 17,6 (C-29), 21,3(C-30).

Acido 6p,19a-di-hidroxi-ursolico (15) Solido branco. RMN 3C (CDs;OD, 75 MHz) &c: 41,9 (C-1),
28,0 (C-2), 80,2 (C-3), 37,6 (C-4), 57,2 (C-5), 68,9 (C-6), 42,0 (C-7), 40,2 (C-8), 49,0 (C-9), 37,6
(C-10), 24,6 (C-11), 129,7 (C-12), 139,3 (C-13), 42,1 (C-14), 29,6 (C-15), 26,6 (C-16), 48,1 (C-17),
55,1 (C-18), 73,6 (C-19), 43,1 (C-20), 27,3 (C-21), 39,0 (C-22), 17,3 (C-23), 28,4 (C-24), 17,3 (C-
25), 18,5 (C-26), 24,8 (C-27), 182,4 (C-28), 27,1 (C-29), 16,6 (C-30).

2-(4-hidroxifenil)-Etanol (Tirosol) (16) Sélido branco. RMN *H (CDCls, 300 MHz) 8n: 3,66 (2H, t,
J=7,1 Hz, H-1), 2,69 (2H, t, J=7,1 Hz, H-2), 7,03 (1H, d, J=8,6 Hz, H-2’ ¢ H-6"), 6,71 (1H, d, J=8,6
Hz, H-3’ ¢ H-5"). RMN 3C (CDCls, 75 MHz) &¢: 64,2 (C-1), 39,5 (C-2), 130,7 (C-1°), 130,5 (C-2’
e C-6"), 115,8 (C-3’ e C-5°), 156,5 (C-4").



TCC11-530-2-5 1 1 C:BrukeriTopSpind.0.7\examdata

[ref]

U b )
w M_o
o) < ol oo| i

& 3 18]5(S!

1 By IR

LFJ L: EL?N'

aile-ton

N —H
1 [ppm]

5 4 3 2
Figura 4S. Espectro RMN *H de jioglutina D (1) (Acetona-ds, 300 MHz)
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Figura 5S. Espectro RMN 13C de jioglutina D (1) (Acetona-ds, 75 MHz)
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Figura 6S. Espectro RMN *C DEPT 135° de jioglutina D (1) (Acetona-dgs, 75 MHz)
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Figura 7S. Espectro RMN H de 6-O-E-p-cumaroiljioglutina D (2) (Acetona-ds, 300 MHz)
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Figura 8S. Expansao do espectro RMN *H de 6-O-E-p-cumaroiljioglutina D (2

(Acetona-de, 300 MHz)
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Figura 9S. Expansao do espectro RMN *H de 6-O-E-p-cumaroiljioglutina D (2

(Acetona-ds, 300 MHz)
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Figura 10S. Espectro RMN 3C de 6-O-E-p-cumaroiljioglutina D (2) (Acetona-ds, 75 MHz)
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Figura 11S. Espectro RMN C DEPT 135° de 6-O-E-p-cumaroiljioglutina D (2) (Acetona-de, 75

MHz)
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Figura 12S. Espectro RMN *H de 6-O-E-p-cumaroil-3-desmetil-3-O-etiljioglutina D (3) e 6-O-E-p-
cumaroil-1-desmetil-1-O-etiljioglutina D (4) (Acetona-ds, 300 MHz)

TCC11-420-1 3 1 C:\Bruker\TopSpind.0.7\examdata

0.30 [rel]

T T T
0.15 0.20 0.25

T
0.10

T
0.05

T T T
-0.00

-—— 77—
160 140 120 100 80 €0 40 20 [ppm]

Figura 13S. Espectro RMN C de 6-O-E-p-cumaroil-3-desmetil-3-O-gtiljioglutina D (3) e 6-O-E-
p-cumaroil-1-desmetil-1-O-etiljioglutina D (4) (Acetona-des, 75 MHz)
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Figura 14S. Espectro RMN *C DEPT 135° de 6-O-E-p-cumaroil-3-desmetil-3-O-etiljioglutina D
(3) e 6-O-E-p-cumaroil-1-desmetil-1-O-etiljioglutina D (4) (Acetona-ds, 75 MHz)
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Figura 15S. Experimento HMBC (expanséo) de 6-O-E-p-cumaroil-3-desmetil-3-O-etiljioglutina D

(3) e 6-O-E-p-cumaroil-1-desmetil-1-O-etiljioglutina D (4) (Acetona-ds, 300MHz/75 MHz)
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Figura 16S. Espectro RMN *H de 7-O-E-p-cumaroiljiofuranaldeido (5) (Acetona-ds, 300 MHz)
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Figura 17S. Espectro RMN C de 7-O-E-p-cumaroiljiofuranaldeido (5) (Acetona-ds, 75 MHz)



TCC11-45340 2 1 C:\Bruker\TopSpind.0.7\examdata ?
Lo
e
o
-o
Lo
T T T T T T T T T T T T T T T T T T
200 150 100 50 [ppm]

Figura 18S. Espectro RMN *C DEPT 135° de 7-O-E-p-cumaroiljiofuranaldeido (5)
(Acetona-de, 75 MHz)
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Figura 19S. Espectro RMN *H de remaglutina D (6) (Acetona-ds, 300 MHz)
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Figura 20S. Espectro RMN 3C DEPT 135° de remaglutina D (6) (Acetona-ds, 75 MHz)
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Figura 21S. Espectro RMN 3C DEPT 135° de remaglutina D (6) (Acetona-ds, 75 MHz)
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Figura 22S. Espectro RMN *H de 6-O- E-p-cumaroilcatalpol (7) (MeOH/D,0, 300MHz)
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Figura 23S. Espectro RMN *3C de 6-O- E-p-cumaroilcatalpol (7) (MeOH/D20, 75MHz)
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Figura 24S. Espectro RMN *C DEPT 135° de 6-O- E-p-cumaroilcatalpol (7) (MeOH/D;0,
75MH?z)
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Figura 25S. Espectro RMN *H do acido betulinico (8) (CDCIls/CDsOD, 300MHz)
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Figura 26S. Espectro RMN *3C do &cido betulinico (8) ((CDCIs/CD3s0D, 75 MHz)
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Figura 27S. Espectro RMN 3C DEPT 135° do acido betulinico (8) ((CDCls/CDsOD, 75 MHz)



T T T T T T
5 4 3 2

TCO3A 1 1 C:\BrukeriTopSpin4.0.7\examdata @

<

o

- @

-3

o

o

-5

M I o

o
bedlb=d L v | 0| | =
| O d | |
0| (& | g-— | [F~
L=1mi= ] L o=

| |
T T 1 T

1

[ppm]

Figura 28S. Espectro RMN *H de olean-12-en-3-ona (9) (CDCls, 300MHz)
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Figura 29S. Espectro RMN C de olean-12-en-3-ona (9) (CDCls, 75MHz)
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Figura 30S. Espectro RMN 3C DEPT 135° de olean-12-en-3-ona (9) (CDCls, 75MHz)
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Figura 31S. Espectro RMN *H da S-amirina (10) (CDCls, 300MHz)
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Figura 32S. Espectro RMN 3C da p-amirina (10) (CDCls, 75MHz)
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Figura 33S. Espectro RMN C DEPT 135° da -amirina (10) (CDCls, 75MHz)
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Figura 34S. Espectro RMN *H do acido oleandlico (11) (Acetona-ds, 300 MHz)
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Figura 35S. Espectro RMN 3C do &cido oleandlico (11) (Acetona-ds, 75 MHz)
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Figura 36S. Espectro RMN 3C DEPT 135° do 4cido oleandlico (11) (Acetona-ds, 75 MHz)
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Figura 37S. Espectro RMN *H do &cido ursolico (12) (CDCls, 300MHz)



TEC-5 3 1 Cl\Bruker\TopSpind.0.7\examdata

[rel]

05

0.2

0.1

o ! Y -

. ; : . : :
150 100 50 [ppm]

Figura 38S. Espectro RMN 3C do &cido ursélico (12) (CDCls, 75MHz)
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Figura 39S. Espectro RMN 3C DEPT 135° do &cido ursélico (12) (CDClz, 75MHz)
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Figura 40S. Espectro RMN *H do &cido 3-O-E-p-cumaroil-ursdlico (13) (Acetona-ds, 300 MHz)
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Figura 41S. Espectro RMN 3C do &cido 3-O-E-p-cumaroil-ursélico (13) (Acetona-ds, 75 MHz)
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Figura 42S. Espectro RMN *C DEPT 135° do &cido 3-O-E-p-cumaroil-ursélico (13) (Acetona-ds,
75 MHz)
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Figura 43S. Espectro RMN *H do dcido 2a-hidroxiursolico (14) (Pyr ds, 300 MHZ)
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Figura 44S. Espectro RMN C do dcido 2a-hidroxiursélico (14) (Pyr ds, 75 MHZ)
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Figura 45S. Espectro RMN 3C DEPT 135°do dcido 2a-hidroxiursolico (14) (Pyr ds, 75 MHZ)
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Figura 46S. Espectro RMN *H do dcido 6p,19a-di-hidroxiursélico (15) (CDsOD, 300 MHz)
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Figura 47S. Espectro RMN 3C do dcido 6f,19a-di-hidroxiursélico (15) (CDsOD, 75 MHz)
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Figura 48S. Espectro RMN *C DEPT 135°do dcido 6f,19a-di-hidroxiursolico (15) (CDsOD, 75
MHz)
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Figura 49S. Espectro RMN *H do tirosol (16) (Acetona-ds, 300 MHz)
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Figura 50S. Espectro RMN 3C do tirosol (16) (Acetona-ds, 75 MHz)
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Figura 51S. Espectro RMN *C DEPT 135° do tirosol (16) (Acetona-ds, 75 MHz)
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