Supplementary Information


The study of Raman scattering on S-DNTT-10 thin films
Modeled the molecular structure
The molecular formula derived from Ref [1] and the structure was modeled on the website named Molview (https://molview.org/) as Figure S1 shown. It was a free website with easily operational interface. It stored kinds of conventional molecular information in the database such as pentacene, DNTT. It supported the structure files which can be input into relevant calculated engineering software such as Gaussian 09W.
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[bookmark: _Ref192000010]Figure S1. (a) The illustration of interface of Molview website. (b)The model of S-DNTT-10 molecule was established in the interface. The left part suggested the 2D structure and the right part represented the 3D structure.


DFT calculation
[bookmark: _Hlk121147287]The DFT (Density Functional Theory) was one common method of quantum chemical calculation and meanwhile it was essential to Gaussian calculated software. It can assist to obtain the theoretical Raman spectrum and supply the details of vibrational modes. The proved standard of results was the value of imaginary frequency was zero. And it exhibited the whole Raman vibrational spectrum of one single S-DNTT-10 molecule.
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Figure S2. (a) The value of imaginary frequency in the Gaussian Calculation Summary. (b) The partial spectrum ranging from 1100cm-1 to 1700cm-1. (c) The entire Raman vibrational spectrum of one single S-DNTT-10 molecule.


The raw data of Raman map
[image: E:\法国资料\les papers de Reims\Report+Abstract\Report\The study of Raman spectrum on S-DNTT-10\2024-Fighting-Re-write\Re-write-Figure\Raman-785nm-3-20nm.tif]
[bookmark: _GoBack]Figure S3. The raw data of Raman spectrums on S-DNTT-10/Au thin-films under 785 nm excitation source.
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@ Mowiew

Dear Visitor, this year MolView is ten years old. Thanks to you
MolView has become a popular chemistry tool!

Some users have suggested improvements such as Lewis dots,
multi-molecule visualization, and intelligent sketching feedback.
We want to investigate which features are most useful and what
should be the focus of a future revision of MolView.

If you want to help us, please fill out the following form:
https://forms.gle/fzGesLvrh4T3s621A

Close Popup

By closing this popup and using MolView, you agree to the Terms of Use.
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1) G1:M2:V1 - Gaussian Calculation Summary
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