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Figure S1. HPLC chromatogram of the aspartocin complex, which is composed of three analogs, aspatocin A (1),

aspartocin B (2), and aspartocin C (3)
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Figure S2. LC-UV-MS data of aspartocin A (1) generated on a Finnigan LCQ LC-MS system
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Figure $3. "H-NMR spectrum of aspartocin A (1) in DMSO-d; recorded on Bruker 500 MHz
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Figure S4. COSY-DQF spectrum of aspartocin A (1) in DMSO-ds recorded on Bruker 500 MHz
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Figure S5. HSQC spectrum of aspartocin A (1) in DMSO-d; recorded on Bruker DRX 500 MHz
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Figure S6. TOCSY spectrum of aspartocin A (1) in DMSO-ds recorded on Bruker DRX 500 MHz
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Figure S7. HSQC-TOCSY spectrum of aspartocin A (1) in DMSO-ds recorded on Bruker DRX 500 MHz
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Figure S8. NOESY spectrum of aspartocin A (1) in DMSO-d; recorded on Bruker DRX 500 MHz
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Figure S9. ROESY spectrum of aspartocin A (1) in DMSO-d; recorded on Bruker DRX 500 MHz
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Figure $10. '"H-NMR spectrum of aspartocin A (1) in MeOH-d, recorded on

Bruker DPX 400 MHz
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Figure S11. LC-UV-MS data of aspartocin B (2) generated on a Finnigan LCQ LC-MS system
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Figure S12. "H-NMR spectrum of aspartocin B (2) in MeOH-d, recorded on

Bruker DPX 400 MHz
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Figure $13. '°C-NMR spectrum of aspartocin B (2) in MeOH-d; recorded on Bruker DPX 100 MHz
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Figure S14. COSY spectrum of aspartocin B (2) in MeOH-d, recorded on Bruker DPX 400 MHz
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Figure S15. HSQC spectrum of aspartocin B (2) in MeOH-d, recorded on Bruker DPX 400 MHz

Aspartocin
HPLC-20.4min

e

®a@ o

8o

3 Tiaspartocin
om0 2
PROOD 1
F2 - Acquisition Paraseters
Date_ 20031119
Tise 20.14
ISTAM sect
PROBHD 3 am DI 1H-13
PUPROS invietgpsi
™ 2043
SOLVENT coc13
© s E
9 5 :
& 5 muste
FIoRes 1872044 2
m 20 1 0.26710%2 sec
" 16384
' oD ™ 130,400 usec
' ] e 5.00 usec
© T 300.0 K
® . etz 1450000000
&° - © so00020 sec
k . n 00000000
. “ 4 0.00172414 sec
> a1t 0.03000000 se
as3 ©.00000400 set
o6 sec
@ e ? ' 524 000172414 sec
o o el 0.00122100 sec
40 eLTAY 0.0010
o 0.00002745 sec
. noreST 0 sec
o ©.16666700 sec
(L2 <] stiowt 1

60

mmenenncenn CHAMEL 11 ssasas

HSQC/MEQOH

Cuerent Data Parameters

"
7.50 usec

80 X1 0.00 ¥
o2 0.00 %
P11 0.00 %
vz 000 %
8Pzt 80.00 %
022 2010 %
P16 1000.00 usec

1 - Acquisition paraseters
2

oo
o 220
sFot 100.6222 Mz
FI0RES 82.795186 2
0 EY 181.023 pou
10 F2 - Processing paraseters
st 2048
3 400.1300108 WAz
o oI
538 2
8 0.00 Kz
3 [l
3 1.4
F1 - Processiog parameters
st 1024
w2 echo-ant techo
& 100.6126219 Wiz
120 o e
ssB 2
L8 0.00 bz
3 o
2 W plat paraseters
o 15.00 e
ext 15.00 ca
FapLo 6.048 oon
FaLo 2420.08
Fapt 0.315 ppa
Fau1 126.59 Wz
F1PLO 140.913 ppa
ppm Fi0 14167.53 Hr
L L B B T T T 1T L R L L R B S B B R R B F1PAI 4.8% pon
FIHT 8960 Hz
ppm 4 3 2 apmon 0:38353 pow/cn
FaHZCH 152.80992 Hz/cn
F1PPHCH 9.06380 ppa/ca

FiHZEN 911.93274 He/ca




Figure S16. HMBC spectrum of aspartocin B (2) in MeOH-d, recorded on Bruker DPX 400 MHz
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Figure S17. TOCSY spectrum of aspartocin B (2) in MeOH-d, recorded on Bruker DPX 400 MHz
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Figure S18. LC-UV-MS data of aspartocin C (3) generated on a Finnigan LCQ LC-MS system
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Figure $19. '"H-NMR spectrum of aspartocin C (3) in MeOH-d, recorded on Bruker DPX 400 MHz
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