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Algorithm
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Scheme S1. Procedure docking of ligand to receptor based on autodock package

Built results by
Discovery studio Visualizer
and Molegro Molecular
Viewer packages

Run from
DOS commands

and built model by DSC software.

Table S1. Profile of thermal behavior and percent of mass loss for drug, the

blank composites and the drug loaded nanocomposites.

Samples Variables* Stages

First Second Third
5-FU Ta (°C)/muess (%) 273-318/98.5 -
AuNPs/CD Ta (°C)/muess (%)  30-100/2.6 100-530/73.8  530-790/4.3
AuNPs/HPCD Ta (°C)/muess (%)  258-540/78.6 - -
AuNPs/TMACD Ta (°C)/muess (%)  30-100/2.7 100-530/65.5  398-790/5.1
5-FU@AuNPs/CD Ta (°C)/muess (%) 30-100/7.4 100-530/77.4  530-790/4.1
5-FU@AuNPs/HPCD Ta (°C)/muess (%) 30-100/2.3 100-530/75.1  530-790/14.1
5-FU@AUNPS/TMACD  Ty(°C)/muoss (%) 30-100/2.7 100-530/52.7  500-790/6.7

*Tq 1s decomposition temperature collected and myess is overall mass loss
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Figure S1. Zeta potential (left) and DLS (right) spectra of AuNPs@CD (A and

B), AuNPs@HPCD (C and D), AuNPs@TMACD (E and F).
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Figure S2. HPLC spectra of B-CD (RT = 6.920, purity = 99.9%) and
synthesized TsCD (RT = 10.2970, purity = 99%) and TMACD (RT = 6.983,

purity = 99.9%).
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Figure S3. The fitting of kinetic data to various models: (A) zero order; (B) first

order; (C) Higuchi, (D) Hixson-Crowell and (E) Korsmeyer-Peppas.
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Figure S4. "H NMR spectrum of TsIm (CDCls, 500 MHz)
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Figure S6. 'H NMR spectrum of TsCD (DMSO, 500 MHz)
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Figure S5. 3C NMR spectrum of TsIm (CDCls, 125 MHz)




N

140 120 100 80 60 40 20 0 ppm

160

Figure S7. >*C NMR spectrum of TsCD (DMSO, 125 MHz)
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Figure S8. QTOF-MS spectrum of TsCD
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Figure S10. *C NMR spectrum of TMACD (D0, 125 MHz)
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Figure S11. QTOF-MS spectrum of TMACD
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