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ESI Figure S1: Schematic presentation of synthesis of tripeptide 1, 2. Reactions and conditions: a)
dry DCM, H-Aib-OMe, DCC, HOBt, 0°C 70%, b) NaOH, MeOH, HCl, c) dry DCM, H-y-Abu-OMe,
DCC, HOBt, 0°C, 74%, d) dry DCM, H-Acp-OMe, DCC, HOBt, 0°C, 85%.
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ESI Figure 2: AFM images of (a) peptide 1 polydisperse spheres with diameter ca 25-30 nm and (b)
peptide 1-CdS conjugate polydisperse spheres with diameter ca 25-30 nm.
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ESI Figure 3: Fluorescence spectrum of peptide 2-CdS conjugate.

1.6x10°
=
T
P
)
o .
£ 8007

0.0 .

T T
400 500 600

wavelength(nm)

ESI Figure 4: Fluorescence spectrum of peptide 1-CdS conjugate.
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ESI Figure 5: (a) Wide angle PXRD pattern of peptide 2 nanospheres from MeOH and (b) X-ray powder
pattern from single crystal data of peptide 2.



Electronic Supplementary Material (ESI) for CrystEngComm
This journal is © The Royal Society of Chemistry 2012

%/OTHMOH

] I UL

T 0 T T T T T G i e e e T T

wi ia T (1] i an in b} 1.0 [

Figure S1: 'H NMR (CDCl;, 400 MHz, dppm) spectra of Boc- y-Abu-OH.
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Figure S2: *C NMR (CDCl;, 100 MHz, dppm) spectra of Boc- y-Abu -OH.
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Figure S3: 'TH NMR (CDCls, 500 MHz, 8,,m) spectra of Boc- y-Abu -Aib-OMe.
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Figure S4: °C NMR (CDCls;, 100 MHz, dppm) spectra of Boc- y-Abu -Aib-OMe.



Electronic Supplementary Material (ESI) for CrystEngComm
This journal is © The Royal Society of Chemistry 2012

| L

T T --uu-lun-n||u||n||--u|-|||||||-|||-Iu IARRAE RN --v-r-u-l-rn|.11r.|||rn|r|||r bhLLALLE RALLLLLL] LEALAR

12 1 10 98 8 7 6 5 4 3 2 1 0ppm

Figure S5: '"H NMR (DMSO-dg, 500 MHz, dppm) spectra of Boc- y-Abu -Aib-OH.
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Figure S6: °C NMR (DMSO-dg, 100 MHz, dppm) spectra of Boc- y-Abu -Aib-OH.
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Figure S7: '"H NMR (CDCls, 500 MHz, dppm) spectra of Boc- y-Abu -Aib-y-Abu-OMe.
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Figure S8: °C NMR (CDCl;, 100 MHz, dppm) spectra of Boc- y-Abu -Aib-y-Abu-OMe.
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Figure S9: '"H NMR (CDCls, 500 MHz, dppm) spectra of Boc- y-Abu -Aib-Acp-OMe.

14



Electronic Supplementary Material (ESI) for CrystEngComm
This journal is © The Royal Society of Chemistry 2012

%/OTHV\)L?% HMOCH3

—r T -

10 100 100 160 e 808

T T T T T ——— T T w— T
1500 1700 1600 1500 L4DD M0 @b WA W0 s 08 1eo

Figure S10: '"H NMR (CDCl;, 500 MHz, dppm) spectra of Boc- y-Abu -Aib-Acp-OMe.
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Figure S11: Mass spectra of tripeptide 1.
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Figure S12: Mass spectra of tripeptide 2.
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Figure S13: EDS data of Peptide2-CdS conjugate.
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Figure S14: EDS data of Peptide1-CdS conjugate.

19



Electronic Supplementary Material (ESI) for CrystEngComm
This journal is © The Royal Society of Chemistry 2012

I..U-l
a b
=
- . —
Z 054 =
g 5
s y
z £
§ 04 4 =
: @
- -
- =
-
= T~
02 4 =
oe ' ! ' ' ' ! ! s10 | 520 s s 850
250 300 350 400 4su su0 ssu o0 1 52

Wavelength (xm) Waveleugth (am)

Figure S15: (a) Absorption and (b) emission spectra of free CdS nanoparticles. Free CdS particles have
absorption maxima at 450 nm, and when exited at 450 nm they show the PL band having maxima at 515
nm. The absorption and PL maxima of free CdS nanoparticles are red shifted than that of the peptide 1

and 2 — CdS conjugates.
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Figure S16: (a) and (b) Laser scanning confocal picture of CdS quantum dots embedded in
peptide 1 nanospheres. Excitation laser wavelength is 405 nm.
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