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Supplementary Information

e Unidentified peaks designated by asterisks * and ** have been used as a kind of internal standards to compare the signal intensities of lithium,
sodium, potassium and ammonium adduct ions;

e Identified peaks have labelled in red;

e The desired molecular ion adducts [M+cation]" are shown in blue circles O
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Spectrum 1. Analyte 2 in acetonitrile without any adduct forming agent.
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Spectrum 2. Analyte 2 in acetonitrile with 2% formic acid.
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Spectrum 3. Analyte 2 in acetonitrile with LiCl.
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Spectrum 4. Analyte 2 in acetonitrile with NaCl.

CH3
O
NaCl O
120607_1_2 25 (0.461) Cm (24:29) TOF MS ES+
100+ 354.28 1.74e3
*
Ol <l Br
H3C A O
2
0O O ©°
*% CHj CHs;
359.24
o
7 Chemical Formula: C44HgBrOg
Exact Mass: 410.0212 ("°Br)
343.27
[M+CF,COOL.i+Li]*
37522 [M+Na]* 539.05
[M+CF,COOLi+Na]*
553.03
337.27 601.21 61224, o0 65423 676.13 77005 793.02
0- “Ii‘”‘““w“‘A“l\‘”l“‘\"H\I“”wl”“‘lw”\””\””\”J“\lm‘w m/z
680 700 720 740 760 780 800

620 640 660



Molecules 2012, 17

Spectrum 5.

Analyte 2 in acetonitrile with KCI.
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Spectrum 6. Analyte 2 in acetonitrile with LiINO,.
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Spectrum 7. Analyte 2 in acetonitrile with NaNO,.
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Spectrum 8. Analyte 2 in acetonitrile with KNO,.
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Spectrum 9. Analyte 2 in acetonitrile with LiCIO,.
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Spectrum 10. Analyte 2 in acetonitrile with NaClQO,.
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Spectrum 11. Analyte 2 in acetonitrile with KCIO,,.
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Spectrum 12. Analyte 2 in acetonitrile with NH,CI.
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NH4NO3

S14

Spectrum 13. Analyte 2 in acetonitrile with NH,NO,
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Spectrum 14. Analyte 2 in acetonitrile with NH,OOCCH,.
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Spectrum 15. Analyte 2 in acetonitrile with NH,OOCH.

NH4form CH3
120607_4_6 30 (0.556) Cm (28:39) TOF MS ES+
100+ 35429 o 3.00e3
*%
359.24
sullllBr
H5;C A (0]
Z
z
0]
< CHs CHs
0]
375.23 .
Chemical Formula: C44H19BrOg
Exact Mass: 410.0212 ("°Br)
[M+NH,]* [M+Na]*
389.27 433.03 612231719 659.20
\ 633.15 654.2 676.15681.09
337.27 ‘ 532.89 W T 697.06
; y . \‘L ‘\‘i ‘.U,U, ‘l UJ l‘ |‘A‘J.“ ‘L I\‘.ullnl L\h; .‘ALA ‘l ‘ull.‘ I‘A‘L‘ I ‘L\ “‘ ‘J ‘n ll‘t “lll\”l;t ‘\I ‘Lnlwh‘ J‘J.L ’ ‘I‘I‘H ’ u; : ; : ' ' - miz
300 320 340 360 460 480 500 520 540 560 580 600 620 640 660 680 700 720 740 760 780 800



Molecules 2012, 17 S17

Spectrum 16. Analyte 2 in acetonitrile with NH,HCO,.
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Spectrum 17. Analyte 2 in acetonitrile with LiBr.
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Spectrum 18. Analyte 2 in acetonitrile with Lil.
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Spectrum 19. Analyte 2 in acetonitrile with LiF (negative ion mode).
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Spectrum 20. Analyte 2 in acetonitrile with LiCl (negative ion mode).
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Spectrum 21. Analyte 2 in acetonitrile with LiBr (negative ion mode).
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Spectrum 22. Analyte 2 in acetonitrile with LiBr (negative ion mode).
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Spectrum 23. Analyte 2 in acetonitrile with NH,OOCCH, (negative ion
mode).
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Spectrum 24. Accurate mass analysis of analyte 1 in acetonitrile with
LiCl.

LiCl MeCN
120612_qp_clgli_poshrms 134 (3.292) AM (Cen,4, 80.00, Ht,8600.0,785.84,0.70,LS 5); Sm (SG, 3x5.00); Sb (15,10.00 ); Cm (133:138) 1: TOF MS ES+
. 395.1256 1.64e3
100
[M(35CIl)+Li]*
o) (0]
‘\\\\\\\CI
(0]
S
N
(0]
(0]
H3C
3
HsC
397.1238 .
Chemical Formula: C54H51ClOg
. 35
Exact Mass: 388.1078 (*°Cl)
396.1290
397.2961
394.1273 398.1271
391.1763 398.3002
393.1601 396.2980 401.1345
391.0958 392.1799 ’ : 403.2907
ol "X 313180992 393.7252 304.7955 395.2881 B 3?9.?4?5 4001420 T, 4021410 o .
T T T T T T T T T T

I T ey
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Table 25. Report of accurate mass analysis of analyte 1 in acetonitrile

with LiCl. ] "

Chemical Formula: C,4H541ClO5 o\\\\\
Exact Mass: 388.1078 (3°Cl)

» Elemental Composition Report

« Single Mass Analysis HsC
« Tolerance =10.0 PPM / DBE: min =-1.5, max = 50.0

« Element prediction: Off

*  Number of isotope peaks used for i-FIT = 3

* Monoisotopic Mass, Even Electron lons

« 65 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
* Elements Used:

« (C:0-500 H:0-1000 7Li:1-1 0O:0-20 35CI:1-1

*  Minimum: -1.5

e Maximum: 5.0 10.0 50.0

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

« 395.1256 395.1238 1.8 4.6 10.5 97.5 0.0

C21 H21 7Li O5 35CI
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Spectrum 26. CID spectrum of peaks 537/539 of analyte 2 in
acetonitrile-LiCl at low collision energy.

pljusz
120615_GLIBR_LICL_537 34 (0.627) Cm (32:34) o TOF MSMS 537.02ES+
100 537.04 139
[M+CF,COOLi+Li]*
Ol a1 Br 539.04
HsC ., o]
}—CH3 CHs
(6]
O\O,
Chemical Formula: C44H9BrOqg
Exact Mass: 410.0212 ("°Br) [M+Li]*
536.03||540.04
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Spectrum 27. CID spectrum of peaks 417/419 and 537/539 of analyte
2 in acetonitrile-LiCl at high collision energy.

Ol

wnlllBr

Chemical Formula: C44H19BrOg
Exact Mass: 410.0212 ("°Br)

" H;C !, o
pljusz Z
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