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Figure S1: NMR characterization of Maleimide-(SO3)Cy5(503)-Maleimide (1)
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Figure S3: 'H NMR spectra of Cy5-P0101-125 in D20 and Cy5-(P0101-125)2 in D20 and DMSO

Figure S4: Concentration dependent stacking behavior of Cy5-P0101.125 and Cy5-(P0101-125)2 and

corresponding free dyes measured in H20.
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Figure S1: NMR characterization of Maleimide-(SOs)Cy5(SOs)-Maleimide (1). (A) '"H NMR
spectra (300MHz, MeOD); (B) *C NMR spectra (75 MHz, MeOD).



3 x104
(IA&) H 988.3 ——
g 20
§
£
15
104
0107
05
8 L
-3 J 26.5
&ﬁ\Jk \ 1422.8
0.0 e N '\J\J\‘w A lk e
500 600 700 800 " a0 1000 1100 1200 1300 1400 T80
(B) 5 6044.192
8
]
8
£
2000 |
1500
3019342
1000 |
7035807 €—

500-| J\
351404386 925 \
ok Al ok IL..uA_JMW \‘\u e
——— — x ; -

vvvvvvvvv

m/z

Figure S2: MALDI-TOF mass spectra of (A) Maleimide-(SO3)Cy5(SOs)-Maleimide - 988.3 (1)
and (B) Cy5-(P01o1-125)2 — 7035,8 (2).

Others MS peaks in Figure 52 (A) can be contributed to: 1) side products : 866,2 - Maleimide-
(503)Cy5(S0s)-COOH, 2) Maleimide-(SOs)Cy5(50s)-Maleimide + salts : 1010,7 - Maleimide-(SOs3)Cy5(SOs)-
Maleimide and Na*and 1026,5 - Maleimide-(503)Cy5(SOs)-Maleimide and K+, and 3) 1422.8 — matrix
(reference peak).

Others MS peaks in Figure 52 (B): 3019.3 — free PO1o1-125 peptide peak; 6044,19 — mass of two P01o1-125
peptides.
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Figure S3. 'H NMR spectra of (A) Cy5-P0101-12s (600MHz, D20), (B) Cy5-(P0101-125)2 (600MHz, D20),
(C) Cy5-(P0101-125)2 (600MHz, DMSO).
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Figure S4. Concentration dependent stacking behavior of Cy5-P0101-12s and Cy5-(P0101-125)2

and corresponding free dyes measured in H:20.
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