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Table S1: 13C NMR (CD;OD, 100 MHz) of bouvardin (3), "H-*C (HSQC) NMR
(CDsOD, 400 MHz) and 13C NMR (CDCL3, Bates et al., 1983)

Experimental
Referencia
13C NMR of Bouvardin TH-13C (HSQC) NMR of
13C NMR Bouvardin

3) Bouvardin (3)
(Bates et al., 1983)
Ala-2 16.39 1.29 (d J=7.03) 16.4q
Ala-4p 18.93 1.08 (d J=6.64) 18.5q
Ala-18 21.09 1.22 (d J=6.64) 20.5q
Tyr-6 N-Me 30.01 2.67 (s) 29.2q
Tyr-5 N-Me 33.80 3.25(s) 33.0q
Tyr-3p 33.98 32.7t
Tyr-68 36.5 2.99 (s) 35.9t
Tyr-5B 79.11 5.03 (s) 785 d
Tyr-3 N-Me 40.38 2.86 (s) 39.7q
Ala-1« 45.96 4.67 (s) 44.9d
Ala-4a 46.18 46.5d
Ala-2x 48.1 4.87 (s) 47.9d
Tyr-5a 55.74 5.32 (d J=1.95) 53.9d
Tyr-3 0-Me 55.81 3.76 (s) 55.3d
Tyr-6a 59.11 4.45 (s) 57.8d

Tyr-3a 68.74 3.82 (s) 68.75d



Tyl‘-6 Oa

Tyr-3£

Tyr-6 £a

Tyr-60b

Tyr-5£a

Tyr-6 Y

Tyr-30

Tyr-3Y

Tyl‘-5 Oa

Tyr-5 Ob

Tyr-5Y

Tyr-6C

Tyr-6£»

Tyr-5C

Tyr-3C

Tyr-6 CO

Tyr-5 CO

Tyr-3 CO

Ala-4 CO

Ala-1CO

Ala-2 CO

115.13

116.05

117.87

122.89

125.37

126.95

131.50

131.71

127.17

128.78

140.54

145.28

152.96

160.06

161.10

167.81

171.25

171.98

172.10

173.39

174.78

4.65 (s)

6.86 (d J=8.60)

6.73 (s)

6.53 (d J=1.56)

6.90(dd J=8.60; 10.55)

7.27(dd J= 8.60; 10.55)

7.07(d J= 8.60)

7.48 (dd J= 8.60; 10.55)

113.0d

114.1d

116.1d

124.2d

125.7d

127.2s

130.3d

130.7s

126.9d

128.5d

139.8s

143.2s

151.0s

158.9s

158.4s

168.3s

170.0s

170.8s

172.2s

172.2s

172.5s
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