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S1. (a) 'H & (b) >C NMR and (c) ESI-MS spectra of 1a.
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Figure S1. (a) 'H & (b) >C NMR, (c) ESI-MS and (d) Expanded MS [M+K] spectra of 1a.
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S2. (a) 'H & (b) >C NMR and (c) ESI-MS spectra of 1b.

F2 - Acquisition Parameters

Date_ 20160706
Time 17.02
INSTRUM spect
PROBHD 5 mm SEI 1H/D-
PULPROG zg30
TD 54274
SOLVENT cDEa3
NS 12
DS 0
SWH 8223.685 Hz
FIDRES 0151502 Ha
AQ 3.2998593 sec
RG 101
DW 60.800 usec
DE 6.50 usec
TE 297.8 K *
D1 1.00000000 sec
TDO 4L *
CHANNEL f1 == / / / /
1H F3
14.75 usec
-1.00 dB
10.56200695 W
400.1324710 MHz %k
F2 - Processing parameters
81 32768 (‘
SF 400.1300106 MHz *
WDW EM
SSB 0
LB 0.30 Hz
GB 0 * ‘
PC 1.00 * ‘ ‘
I . |
b Wi U
B P BULY VAV LT S '¥,~__}L L\_;_,
B I o e o e R mn s ms e e s e AR
10 9 8 7 6 5 4 3 2 1 ppm
UMD =TT NTOSON R
HeyTOomeSenNANTATRATATAITIIOR T AN SEer
TSN ="=RN SN T TASIASE amene
NN NN NN NN NN N e SN0 T AN O v w= O\
vy v DSBS BSOS e N
*
*
%
1.00 Hz
0
1.40
" " " | ) lg 1 )
T T T T T T T T T T T T T T T T T T T T T
190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm




Imtens, | CPR-BU-DCAA-ALLYL.d: +MS, 0.1min #7, 100%=421914

(c) 623.2730

582.2344

T 413.2950 I |
C‘ 1'.1 e d b GZL?”S

) B 30 & Yo' T g0 T 7o %o 50 "

Irﬂ:s- +MS, 0.1min #7, 100%=421914
o d 623.2730

4 (@

3]

2]

: 624.2763

o]

: 625.2757

] &m‘zm

. e sl &b & - & & & = & @ & = m

Figure S2. (a) 'H & (b) >C NMR, (c) ESI-MS and (d) Expanded MS [M+K] spectra of 1b.

According to literature based on 'H & C NMR spectra [ J. Am. Chem. Soc. 1982, 104,
2652-2653; Tetrahedron, 1983, 39, 409-426], 1b is present in the partial cone plus other
conformers. Therefore, one will expect a complex pattern & spectrum in 3.0 to 5.0 ppm since
the resonances of bridge-CH,-, arm -O-CH;- and -CH=CH,; appear in this region (labelled in
the figure). The *C NMR showed the signals in the regions 156-115 (aryl & vinyl), 76-72
(OCH,) and 37-29 (bridge —CH;) ppm corresponding to ary! and C=C (vinyl) carbons, OCH,
and Ar-CH,-Ar, respectively. Thus the obtained NMR spectra are in agreement with the

literature reported ones.
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S3. (a) 'H and (b) *C NMR and (c) ESI-MS spectra of allylCalix.
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Figure S3. (a) 'H & (b) BC NMR, (c) ESI-MS and (d) Expanded MS [M+K] spectra of

allylCalix.
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S4. Flowcytometry analysis of Dox internalization into HeLa cells.
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Figure S4. Flowcytometry analysis of Dox internalization into HeLa cells. Here the controls
are simple cells and the cells treated with MCM-allylCalix alone (no Dox loading). ‘MD’ is

MCM-allylCalix-Dox.
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S5. Flowcytometry analysis of Dox internalization into MCF7 cells.
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Figure S5. Flowcytometry analysis of Dox internalization into MCF7 cells. Here, the

controls are simple cells and the cells treated with MCM-allylCalix alone (no Dox loading).

‘MD’ is MCM-allylCalix-Dox.
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S6. Localization of Dox into HeLa cells upon treating with MCM-allylCalix-Dox.
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Figure S6. Localization of Dox in HeLa cells upon treating with two concentrations of

MCM-allylCalix-Dox for 48 h of incubation.
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S7. Fluorescence intensities of Dox internalized into MCF7 & HelLa cells based on

microscopy.
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Figure S7. Fluorescence intensities measured upon internalization of Dox into MCF7 &

HeLa cells when treated with two different concentrations of MD (MCM-allylCalix-Dox)

based on microscopy. ‘only cells’ is a control having no ‘MD”.
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