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Supplementary Information 

Unimolecular Micellization Strategy for Achieving NIR-II 

Excited Fluorophores with Enhanced Brightness in Aqueous 
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1. Supplementary methods 

1.1. Materials 
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1.2. Measurements 
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1.3. Quantum yield test 
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1.4. Fluorophore photo/chemical stability 
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1.5. Determination of critical micelle concentration (CMC) 
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1.6. Tissue phantom imaging 
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1.7. In vivo NIR-II fluorescence imaging 
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1.8. Biological safety assessment 
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1.9. Density functional theory calculations 
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1.10. Molecular dynamics simulations 
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1.11. Calculation of molecular dimensions 
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1.12. Calculation of interaction energies 
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1.13. Synthetic procedures and characterization 
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2. Supplementary Figures 
�

�
Supplementary Fig. 2.�GPC traces of races of the fluorophores (IR-FCT8CP, IR-
FCTP, and IR-FCDP).�
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Supplementary Fig. 3. Fluorescence intensity of IR-FCT8CP UIMs at different 
concentrations. !���  ���%�+������ ��$��+�$,�.����+�� � '*E��!F�)�-'&+��$� ��  �%��$�
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Supplementary Fig. 4� Representative schematic diagram of water molecules 
surrounding the molecular fluorophores. a
��%��$�.��:2�b
������.��:2�
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Supplementary Fig. 5. Evaluation of penetration depth and SBR (Signal-to-
Background Ratio). a-b
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Supplementary Fig. 6. In vitro imaging. a-b
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Supplementary Fig. 7. Half-life of fluorescence signal. !���+�	������$��+�$��+�� �(����
������(��.�++��+
���.�%
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Supplementary Fig. 8.� Biosafety Assessment.� a
� 5����� %��$���� �<�(���$���� ����
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3. Supplementary Tables 

Supplementary Table 1.��������$��� �%+$�.�%$������1E����<��$�$�������%	��+�B81�C
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4. Supplementary NMR and MALDI-TOF mass spectra 

�
Supplementary Fig. 9�����&*�+3��$%�(�� �$�� compound 1.�
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Supplementary Fig. 10. �?���&*�+3��$%�(�� �$�� compound 1.�
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Supplementary Fig. 11 ����&*�+3��$%�(�� �compound 32 
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Supplementary Fig. 12. �?���&*�+3��$%�(�� �compound 32  
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Supplementary Fig. 13 ����&*�+3��$%�(��  IR-FCT. 

� �



�0G�
 

�
Supplementary Fig. 14 �?���&*�+3��$%�(��  IR-FCT 
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Supplementary Fig. 15 &4
�'E!7��(�++�+3��$%�(�$%,��  IR-FCT. 
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Supplementary Fig. 16 ����&*�+3��$%�(��  IR-FCT8C. 
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Supplementary Fig. 17 �?���&*�+3��$%�(�� �IR-FCT8C. 
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Supplementary Fig. 18 &4
�'E!7��(�++�+3��$%�(�$%,��  IR-FCT8C. 
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