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Figure S1A. Chemical Structure of Ceritinib

Figure S2. 3D interaction diagram and position of CRT and NRG in the molecular surface of
the CYP3A4 protein. (CRT and NRG are highlighted in animated cartoon shapes for better

understanding).
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Figure S3. Experimental and Theoretical glass transition temperature (Tg) of Ceritinib (CRT),
Naringin (NRG), and co-amorphous systems using Gordon Taylor equation.

Figure S4. pi-pi interactions between CRT-RTH systems from MD simulation. (Red-CRT,

Green- RTH, Blue- pi-pi interactions, Yellow- Hydrogen bonds)



Table S1. NRG and CRT, along with their chemical structure and docking score.

Compound name

Chemical structure

Docking score

HN

(Kcal/mol)
Naringin OH -10.970
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Ceritinib -9.035

Table S2. 2D interaction diagram alongwith binding interaction of NRG and CRT at the binding

site of the CYP3A4 protein

Compound

name

Chemical structure

Binding

interactions

Naringin
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ARG212,
THR224,
ARG372
(H-bond

interaction)




Ceritinib

EE

ASP76 (salt
bridge),
ARG106
(pi-cation),
PHE108,
PHE215
(pi-pi
stacking)




