Figure S18. High Resolution Mass spectra of GA-XIII (3) (ESI+).
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Single Mass Analysis

Tolerance =5.0 PPM / DBE: min =-1.5, max = 100.0
Element prediction: Off

Number of isotope peaks used for i-FIT =9

Monoisotopic Mass, Even Electron lons

136 formula(e) evaluated with 2 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:1-150 H:1-150 0O:0-15

04-Jul-2013 9::9::7 MeOH/H20 LCT Premier XE KE483
GUE_GA-XIIl 57 (1.384) Cm (53:59) 1: TOF MS ES+
6.240+002

100+ 767.4587

%] 768.4634

] 769.4612 789.4382 790.4496

ol TE5489 _|770.4628 7734941 7757208 779.0759  781.4558 783.4424 785.5975787.4285 7924362 795.5338 799.0729 8015021 2026017

USSR BOSY TR EFVN IErC CAerC SRI 2LAM A A mA A + EAK m ANAR RRAN SN - R BRI o SN A

764.0 766.0 768.0 770.0 772.0 774.0 776.0 778.0 780.0 782.0 784.0 786.0 788.0 790.0 792.0 794.0 796.0 798.0 800.0 802.0

Minimum: -1.5

Maximum: 5.0 5.0 100.0

Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula

767.4587  767.4582 0.5 0.7 8.5 295.5 0.0 ca1 me7 o013 [M+H]*
767.4617 -3.0 -3.9 30.5 301.6 6.1 C59 H59



