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Figure S1. 'TH-NMR spectrum of Cys-Arg (CR) dipeptide structure.

Spectral data of CR dipeptide structure:
'"H NMR (500 MHz, DMSO): 6 = 1.58-1.66 (m, 2H, CHz), 1.73-1.83 (m, 2H, CH>), 2.02 (t, 2H, J= 10 Hz, CH>), 2.79 (s, 1H, SH), 3.01-3.17 (m, 2H, CHz),
3.86 (t, 1H, J =10 Hz, CH), 5.10 (t, 1H, J= 10.5 Hz, CH), 6.28 (s, 4H, NH,), 7.71 (s, 2H, NH,), 8.06 (s, 1H, NH).
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Figure S2. 'H-NMR spectrum of the neat B-CD.

Spectral data of the neat B-CD:
'"H NMR (500 MHz, DMSO): 6 = 3.25-3.35 (m, 2H, CH), 3.37 (dd, 1H, J;, = 9.8 Hz, J, = 31.4 Hz, CH,0OH), 3.55 (dd, 1H, /= 9.8 Hz, J, = 31.4 Hz, CH,0OH),
3.63 (t, 2H, CHOH), 4.44 (bs, 1H, CHOH), 4.82 (bs, 1H, CHOH), 5.66 (bs, 1H, CH,OH), 5.71 (d, 1H, J= 6.8 Hz, CHO,).
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Figure S3. 'H-NMR spectrum of B-CD-MPS.

Spectral data of B-CD-MPS:

"H NMR (500 MHz, DMSO): 6 = 1.05 (t, 2H, J = 7.6 Hz, SiCH,), 3.25-3.32 (m, 14H, CH), 3.35 (dd, 7H, J; = 9.2 Hz, J, = 100.6 Hz, CH,0Si), 3.55 (dd, 7H,
J;=9.2 Hz, J,=100.6 Hz, CH,0Si), 3.63 (t, 21H, J = 8.8 Hz, CHOH and SiOH), 4.33 (bs, 1H, SH), 4.43 (bs, 7H, CHOH), 4.82 (bs, 7H, CHOH), 5.66 (bs,
7H, CH,0OH), 5.71 (d, 7TH, J = 6.4 Hz, CHO,). All integral values are multiplied by 7.
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Interpretations of the NMR spectrum of of B-CD-MPS:
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From integral values: It seems that all 7 rings of B-CD are not modified by MPS. In other words, only one ring is modified by MPS. For 1
(methylene next to the Si); 0.31 x 7 ~ 2 protons so, while for other integral values, e.g. proton 12, 1.02 x 7 ~ 7 protons, which is correct in a 7-
ring B-CD monomer. In the same line, for S-H (assigned as 9); 0.14 x 7=0.96 ~ 1 proton. For R—O-Si groups; the presence of Si—O—Si band is
confirmed by FTIR (Figure 1b). Also, one proton is excess in the integral 3.02, which can be assigned to the possible formation of SiO-H.
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Figure S4. 'H-NMR spectrum of CPFX/B-CD-MPS.
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Figure S5. 'TH-NMR spectrum of CPFX/B-CD-MPS (expanded 0.6-4.0 ppm).
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Figure S6. 'H-NMR spectrum of CPFX/B-CD-MPS (expanded 4.0-9.0 ppm).

Spectral data of CPFX/B-CD-MPS:

'"H NMR (500 MHz, DMSO): 6 = 1.05 (t, 2H, J= 7.0 Hz, SiCH,), 1.19 (s, 2H, CH, in CP ring), 1.31 (d, 2H, J= 7.0 Hz, CH, in CP ring), 3.20-3.70 (m, 81H),
3.85 (bs, 1H, CH,NHCH,), 4.30-4.50 (bs, 7H, SH and CHOH in BCD-MPS), 4.82 (bs, 7H, CHOH in BCD-MPS), 5.66 (bs, 7H, CH,OH in BCD-MPS), 5.71
(d, 7H, CHO, in BCD-MPS), 7.60 (d, 1H, J= 7.4 Hz, ArH), 7.95 (d, 1H, J=13.2 Hz, ArH), 8.68 (s, 1H, C=C-H).
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Figure S7. 'H-NMR spectrum of CPFX/B-CD—CR.
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Figure S8. 'H-NMR spectrum of CPFX/B-CD-CR (expanded 4.6-9.0 ppm).

Spectral data of CPFX/B-CD—CR:

'"H NMR (500 MHz, DMSO): 6 = 0.82-1.32 (m, 13H, Aliphatic H of BCD-MPS, CPFX, and CR), 2.88-4.13 (m, 93H, Aliphatic H of BCD-MPS, CPFX, and
CR), 4.43 (s, 7H, BCD), 4.83 (s, 7H, BCD), 5.68 (bs, 15H, BCD), 7.17-7.41 (m, 15H, NH in Gn and alpha-amine of R), 7.4 (d, 1H, ArH in CPFX), 7.61-7.66
(q, 4H, J= 10 Hz, NH in Gn and alpha-amine of R), 7.86-7.89 (d, 4H, J =5 Hz, NH in Gn and alpha-amine of R), 7.9 (d, 1H, J = 14.5 Hz, ArH in CPFX), 8.5
(bs, 1H, CONH in CR), 8.66 (s, 1H, ArH in CPFX).

S10



Supporting Information
NOTE: In all H-NMR spectra, there are a few bugs, which have been corrected in the reported spectral data. The mentioned bugs are as below;

1. In spectrum of the neat BCD; the integral value of the signal area of 3.2-3.4 ppm has not been estimated and marked on the spectrum. So, we
marked that as integral 3H.

2. In spectrum of CPFX/B-CD-MPS (expanded 0.6-4.0 ppm); the integral value of the first signal (at 1.05 ppm, t) is misestimated, as it should
be 2H. Also, a broad-base peak appeared at 3.85 ppm should be considered, as it can be assigned to the N-H (in piperazine ring).

3. In spectrum of CPFX/B-CD-MPS (expanded 4.0-9.0 ppm); the tiny peak appeared at ca. 4.35 ppm should be considered, as it was assigned to
the thiol proton (-SH) in the spectrum of B-CD-MPS.
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