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Figure S1. 1H- NMR of tert-Butyl 2-bromoethylcarbamate, 1.



155.5%
— 42.33
32.84
26,32

\'4
|
0 CDChL
)J\ /é”? / -(CH3)3
Br CH,
\/\N >0 °
H CH,
-(CHz)2
Quarternary { |
C=0 carbon

1
200 180 160 140 120 100 80 60 40 20 ppm

Figure S2. 3C NMR spectrum of tert-Butyl 2-bromoethylcarbamate, 1
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Figure S3. ESI-MS spectrum of tert-Butyl 2-bromoethylcarbamate, 1.
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Figure S4. 'H NMR spectrum of (E)-1-(4-hydroxyphenyl)-3-(4-isopropylphenyl)prop-2-en-
1-one, 2.
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Figure S5. *C NMR spectrum of (E)-1-(4-hydroxyphenyl)-3-(4-isopropylphenyl)prop-2-en-

1-one, 2.
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Figure S6. ESI-MS spectrum of (E)-1-(4-hydroxyphenyl)-3-(4-isopropylphenyl)prop-2-en-1-

one, 2.
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Figure S7. *H NMR spectrum of (E)-tert-butyl 2-(4-(3-(4-
(dimethylamino)phenyl)acryloyl)phenoxy)ethylcarbamate, 3.
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Figure S8. *C NMR spectrum of (E)-tert-butyl 2-(4-(3-(4-
(dimethylamino)phenyl)acryloyl)phenoxy)ethylcarbamate, 3.
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Figure S9. ESI-MS spectrum of (E)-tert-butyl 2-(4-(3-(4-
(dimethylamino)phenyl)acryloyl)phenoxy)ethylcarbamate, 3.
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Figure S10. 'H NMR spectrum of (E)-1-(4-(2-aminoethoxy)phenyl)-3-(4-
(dimethylamino)phenyl)prop-2-en-1-one, 4.
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Figure S11. **C NMR spectrum of (E)-1-(4-(2-aminoethoxy)phenyl)-3-(4-
(dimethylamino)phenyl)prop-2-en-1-one, 4.
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Figure S12. ESI-MS spectrum of (E)-1-(4-(2-aminoethoxy)phenyl)-3-(4-
(dimethylamino)phenyl)prop-2-en-1-one, 4.
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Figure S13. *H NMR spectrum of 5,8-bis(carboxymethyl)-13-(4-((E)-3-(4-
(dimethylamino)phenyl)acryloyl)phenoxy)-2-(2-(2-(4-((E)-3-(4-
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Figure S14. **C NMR spectrum of 5,8-bis(carboxymethyl)-13-(4-((E)-3-(4-
(dimethylamino)phenyl)acryloyl)phenoxy)-2-(2-(2-(4-((E)-3-(4-

(dimethylamino)phenyl)acryloyl)phenoxy)ethylamino)-2-oxoethyl)-10-oxo0-2,5,8,11-

tetraazatridecane-1-carboxylic acid 5.
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Figure S15. ESI-MS spectrum of 5,8-bis(carboxymethyl)-13-(4-((E)-3-(4-
(dimethylamino)phenyl)acryloyl)phenoxy)-2-(2-(2-(4-((E)-3-(4-
(dimethylamino)phenyl)acryloyl)phenoxy)ethylamino)-2-oxoethyl)-10-oxo0-2,5,8,11-

tetraazatridecane-1-carboxylic acid 5.
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Figure S16. *H NMR spectrum of 5,8-bis(carboxymethyl)-13-(4-((E)-3-(4-
(dimethylamino)phenyl)acryloyl)phenoxy)-2-(2-(2-(4-((E)-3-(4-
(dimethylamino)phenyl)acryloyl)phenoxy)ethylamino)-2-oxoethyl)-10-oxo0-2,5,8,11-
tetraazatridecane-1-carboxylic acid Gallium-(111), [**"*Ga-] Ch,DT (at pH 4.5).
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Mass Spectrum SmartFormula Report

Analysis info
Analysis Name

D:\Data\APRIL_2014\KN2.d

Acquisition Date  4/9/2014 10:54:40 AM

Method tune_high_1.m Operator Sharma/Singh
Sample Name  exoprot oct 27 Instrument / Ser# micrOTOF-Q Il 10262
Comment
Acﬁuisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Active Set Capillary 4500 V Set Dry Heater 200 °C
Scan Begin 50 m/z Set End Plate Offset -500 vV Set Dry Gas 4.0 Umin
Scan End 3000 m/z Set Collision Cell RF 1200.0 Vpp Set Divert Valve Source
Meas. m/z # Formula Score m/z er Mea mSigm db e N-R
[pPm  nerr a Conf ule
| [ppn}
1044.3623 1 C52H61GaN7012 100.00 1044.3629 0.5 34 2524 26.5 even ok

Figure S18. ESI-MS spectra and HR-ESI-MS data of 5,8-bis(carboxymethyl)-13-(4-((E)-3-
(4-(dimethylamino)phenyl)acryloyl)phenoxy)-2-(2-(2-(4-((E)-3-(4-

(dimethylamino)phenyl)acryloyl)phenoxy)ethylamino)-2-oxoethyl)-10-0x0-2,5,8,11-

tetraazatridecane-1-carboxylic acid Gallium-(111), [**"*Ga-] Ch,DT.

Sample preparation procedure: **"'Ga-DT(Ch), was dissolved in HPLC grade MeOH (1

mg/mL) at pH 4.5 and passed through 0.20 um hydrophobic DISMIC — 13, filter (disposable

syringe filter unit). The filtrate was collected and used for mass analysis.
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Figure $19. HPLC profile of [**" Ga]-DT(Ch), with retention time = 5.35 min.
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Figure S20. Radiolabeling efficiency of ®Ga-DT(Ch), at different pH.
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Figure S21. Radio-HPLC profile of ®*Ga-DT(Ch), with retention time = 6.2 min.
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Figure S22. Radio-TLC profile of ®®Ga-DT(Ch), run in 1:1 ammonium acetate and
methanol.
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Figure S23. In-vitro serum stability of ®Ga-DT(Ch), at 37°C (n=3).
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Table S1. Fluorescence profile of DT(Ch), with AB42 aggregates.

DT(Ch),

Excitation max. Emission max. Fold
(nm) (nm) increase
before after before after
410 410 540 520 5.55
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