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Figure S2-ESI MS spectra of pep-2
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Figure S4-ESI MS spectra of GEM-pep-4
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Figure S5- MALDI-TOF MS spectra of GEM-pep3-CF
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Figure S6- MALDI-TOF MS of GEM-pep4-CF
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Figure S7-'H NMR spectra of pep-1

el

E

.com/nmrproc/

This report was created by ACO/NMR Processor Academic Edition. For more information go to www.acdlabs.

120872017 10:19:56 AM

20 Nov 2017 1647.04

| Dot
C\Documants and Settings\AdministratorOesktop\RG-101-1H\ \pdata\1\1r
. Ovigin spect
Pulse Sequence 2990

Number of Translents 41

| Temperature (degree C) 22160
~

DEUTERIUM OXIDE
617248

16304

_ Fite Name

Polnts Count

Solvent
STANDARD Sweep Widith (W)

5 mm Duat 13C/1H 5517/0004

i}
oot
017204

SWieyclical) (Hz)
10534203 Spectrum Type

Owner
RG-101-1H.001.001 1ryagttical ScaleF actor = 1

| comment

20 Nov 2017 16:47.04

| Nucleus

30013
72400

(vec) 20542
 Oviginal Points Count 16384

| Date Stamp
Froquency (MHz)
Recsiver Galn

| Spectrum Offset (Hz)

”

8
v

0,045 |

0015
0010 |
0.008

08

I— T

w0 s

a8
Chemical St (ppm)

Pe—
v

28 20 15 10

75 70 65 60 55 50 -

80
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Time 9MT¢(CO)s-pep-1
Saline Serum Histidine
0 98.23+1.21 98.29+£1.18 97.43+£1.10
1 97.32+1.11 96.52 £ 2.20 95.49+1.19
2 96.39 +1.31 95.71+£2.13 94.81 +£1.28
4 95.41+1.10 94.17 £2.11 9354 +1.91
24 92.13+£1.29 92.62+1.71 92.52 £1.87
9MTc(CO)s-pep-2
0 97.28 £1.31 97.61 £1.61 97.11+£1.31
1 96.54 +1.26 95.54 £1.59 95.25+1.25
2 94.31 +1.61 93.72 £1.79 93.28 £1.37
4 92.15+1.27 91.23 #£1.37 92.15+1.43
24 90.89 +1.23 90.25 +1.64 90.49 £ 1.39
9MTc(CO)s-GEM-pep-3
0 98.26 + 1.67 98.81 +£1.39 98.34 +£1.62
1 97.53 +1.58 96.28 + 1.55 96.79 +£1.38
2 96.67 +1.49 95.29 + 1.36 94.86 + 1.65
4 95.28 +1.63 93.37+£1.28 92.35+1.75
24 92.49+1.28 91.29 +£1.37 91.34 +£1.27
MTc(CO)s-GEM-pep-4
0 95.12+£3.213 | 94.21+£2.198 | 95.32+1.290
1 95.12+2.117 |93.45+2.109 |94.23+2.118
2 9423 +1.110 |93.76 £2.110 | 92.37 +£1.198
4 093.21£2.109 |92.11+2.117 | 90.34 +3.289
24 90.21 £1.920 |90.67 £1.789 | 90.03 £2.276

Table S1-Stabilty study of ®®™Tc-labeled peptides

Compound Retention time (min) | Yield (%)
Pep-1 5 80
Pep-2 5.8 76
Gem-pep-3 6.5 70
Gem-pep-4 12.5 73
9MTc(CO)s-pep-1 12 >95
9MTc(CO)s-pep-2 11 >95
9MT¢(CO)s-GEM-pep-3 14 >95
9MT¢(CO)3-GEM-pep-4 11.5 >95

Table S2- Analytical results with yield
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Figure S11-HRMS spectra of pep-1
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Figure S12-HRMS spectra of pep-1
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Figure S14-HRMS spectra of pep-1
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