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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 S3 *H-NMR spectrum of aspartocin A (1) in DMSO-dg recorded on Bruker 500 MHz
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Figure S4 COSY-DQF spectrum of aspartocin A (1) in DMSO-dg recorded on Bruker 500 MHz

COSY/ DMSO
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Figure S5 HSQC spectrum of aspartocin A (1) in DMSO-dg recorded on Bruker DRX 500 MHz
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Figure S6 TOCSY spectrum of aspartocin A (1) in DMSO-dg recorded on Bruker DRX 500 MHz
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Figure S7 HSQC-TOCSY spectrum of aspartocin A (1) in DMSO-dg recorded on Bruker DRX 500 MHz
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Figure S8 NOESY spectrum of aspartocin A (1) in DMSO-dg recorded on Bruker DRX 500 MHz
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Figure S9 ROESY spectrum of aspartocin A (1) in DMSO-dg recorded on Bruker DRX 500 MHz
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Figure S10

'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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F2 - Acquisition Parameters
Date_ 20031119
Time 17.42
INSTRUM spect
PROBHD 3 mm DUL 1H-13
PULPROG 2930
0 27622
SOLVENT MeOH
NS 16
5] 2
SWH 7183.908 Hz
FIDRES 0.260079 Hz
AQ 1.922541% sec
RG 256
DW 69.600 usec
DE 6.00 usec
TE 300.0 K
D1 1.50000000 sec
mss========= CHANNEL f1
NUC1 1H
P1 10.00 usec
PL1 0.00 dB
SFO1 400.1333600 MHz
F1 - Acquisition parameters
NDO 2
A 160
SFO1 100.6232 MHz
FIDRES 135.213379 Hz
SW 215.001 ppm
F2 - Processing parameters
SI 65536
SF 400.1300114 MHz
WOR EM
558 0
LB 0.30 Hz
GB 0
PC 1.00
F1 - Processing parameters
SI 1024
Mc2 aF
SF 100.6128135 MHz
WDW SINE
558 0
LB 0.30 Hz
GB 0.1
1D NMR plot parameters
X 21.00 cm
cY 0.00 cm
FiP 6.000 ppm
1 2400.78 Hz
T T T T T T T e 2,400 opa
ppm 5 4 3 2 1 PPMCH 0.26657 ppa/cn
HZCM 106.70133 Hz/cm



Figure S13 *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



Figure S15 HSQC spectrum of aspartocin B (2) in MeOH-d, recorded on Bruker DPX 400 MHz



Figure S16 HMBC spectrum of aspartocin B (2) in MeOH-d, recorded on Bruker DPX 400 MHz



Figure S17 TOCSY spectrum of aspartocin B (2) in MeOH-d, recorded on Bruker DPX 400 MHz



Figure S18 LC-UV-MS data of aspartocin C (3) generated on a Finnigan LCQ LC-MS system



Figure S19 *H-NMR spectrum of aspartocin C (3) in MeOH-d, recorded on Bruker DPX 400 MHz



