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Figure 1S. 600-MHz ‘H NOESY spectrum of the TAG-Ca®' complex in CDCl3 at
268 K. Cross peaks formed between NH2A and H8 were highlighted in the
solid box while those formed between NH1 and H8 were enclosed in the
dashed box.
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Figure 2S. (Top) ESI M spectrum and (Bottonm) ESI MS/MS (* parent ion,
mz 1656.424)spectrum of the TAG Ca” conplex. ESI M spectra were
recorded with an Applied Biosystems QSTAR XL quadrupole tinme-of-flight
(QQTOF) mass spectrometer using the positive node. ESI-MS data were
acqui red using the Analyst .1 software. Sanples were dissolved in
anhydrous nitromnet hane Cl% ) and injected with a syringe punp at a
flow rate of 5.0 «L/nmin. The mass range of single M5 neasurements was
set at mz 300 to 6000. The declustering potential (DP) was set to 20 V
during the M5 experiment. Subsequent tandem mass spectrometry (Ms/ M)
neasurenents were performed usi ngD nitrogen as the collision as.
Col I'i sion induced dissociation éCI ) energy of 35 eV was applied to
break down the G dodecaners and G octanmers. The nass range of Ms/ M
neasurenents was set at mz 100 to 4000. For spectral asmgnmant,
theoretical M peaks were generated using Data pl orer v. .0.0.0
(1997-2000) by Applied Bi osystens.
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