Supplementary Material s

NMR Spectra of the New Compounds

Figure S1.'H spectrum of TA19381).
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Figure S2.13C spectrum of TA1938lj.
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Figure S3.HSQC spectrum of TA193a).
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Figure S4.HMBC spectrum of TA19381).
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Figure S5.COSY spectrum of A1938(1).
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Figure S6.ROESY spectrum of TA1938).
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Figure S7.Secondary MS fragmentation of the TA19® (ons atm/z1094.6 A) and
m/z838.8 B).
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Figure S8.Secondary MS fragmentation of the TA18%) ons atm/z1094.6 A) and
m/z802.5 B).
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Figure S9.Secondary MS fragmentation of the TA1835 (ons atm/z1094.6 A) and

m/z817.4 B).
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Figure S10.Secondary MS fragmentation of the TA192} ipns atm/z1122.7 A) and

m/z817.7 B).
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Figure S11.Secondary MS fragmentation tife TA1910 6) ions atm/z1108.5 A) and
m/z839.3 B).
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Figure S12.Secondary MS fragmentation of the TA192Zaipns atm/z1108.7 A) and
m/z853.5 B).
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Figure S13.Secondary MS fragmentation of the TA1908ai6ns atm/z1108.5 A) and

m/z824.4 B).
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Figure S14.Secondary MS fragmentation of the TA.VIE)| ions atm/z1122.9 A) and

m/z816.5 B).

1 2 3 4

AcA|bAIaAIa Aib, Val rln .AibAib Aib Ser Leu Aib
: A

|
|
| 7:523 1z{b9
| 6'673 LI
l I5824. b12/b
|454Q b12"fb '
b12"'195

5 6 7 8 9 10 11 12~‘+

‘lle Aib
§Aib lle :
:Aib Leu;

IvaiAib: Gln

Y S S

i

92'4 Zi 1122.9'by,
8377 I1?12"b10

X

752,61 ,bufbg

brsi D0y

T SRR

b12/ b?

A

K

355

|
|
|
|
|
4154.
R

.

, P 2%02
—p!
109.1

f128i1 5. b
T2/

b,,/b,

b12"1§’5
12/
 byafb,

B
13 14 15 16 17 18 19
H Pro Leu Aib lle GIn Gin PheOH+

13 14 15 16 17 18

Iva Leu

‘
H Pro Val Aib lle Gin GIn PheOH+H_‘

824. 4

179

L
Lq

'Ur 6

! Pro+Val+NaiH

IIe Leu

r Y

5373 er b

F 3

Y U N

j002 ¥ bgl

LA

tos2  Vqlbj

: : +/b,
21111 y? 3§

4—’

y?”af

r y?
CO+PheOh'++H

nl

816.5:

: o——Y7
i ©65.3! PheOH+ H



Mar. Drugs2013 11

Figure S15.Secondary MS fragmentation of the TA.VI1) ions atm/z1122.8 A) and

m/z802.4 B).
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Secondary fragmentation of TA.VIB){ m/z1108.6 see secondary fragmentation of TA192B&(reS12A).
In addition, peaks are present indicating an impurityndt 1108.6 with other amino acid sequeinsee
secondary fragmentation of TA1916igure S11A), m/z 824.4 see secondarfragmentation of TA1908

(FigureS13B); Secondary fragmentation of TA.\(lk2): m/z1108.8 see secondary fragmentation of TA1924a
(FigureS12A), m/z838.6 see secondary fragmentation of TA1909 (FigbrB).

Figure S16 *H spectrum of TA19092).
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Figure S17 *°C spectrum of TA1909).

Figure S18 *H spectrum of TA18953).



