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Fig. S1 The Z-direction location of fullerene surfactants COM with the time evolution 

of 800 ns.

Fig. S2 The radius of gyration for different surfactants.

Fig. S3 The z-location of Positive_1 and Positive_2 surfactants COM with the time 
evolution using different water models (a: TIP4P; b: TIP5P).



Fig. S4 Snapshots of aggregation structures for Positive_2, Positive_3, Positive_4 and 
Positive_5.

Fig. S5 The angle distribution of Neutral with different force fields (GAFF stands for 
the generalized Amber force field, and Gromos54A7-ATB stands for the force field 

generated with the Automated Topology Builder).


